LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086238.D

Aca On : 16 Apr 2016 2:19

Operator : UM/SJ

Sample : H2402-14

Misc :

ALS Vial : 21 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-BF041516.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 6 7 23 rvB2 111027 416158 5.23% 0.646%
2 5.081 260 262 267 rBV 264177 310227 3.90% 0.481%
3 5.493 295 298 300 rBY 3711810 4573247 57.49% 7.096%
4 6.510 385 387 390 rVB 2768109 2632568 33.10% 4 .085%
5 6.659 397 400 402 rBVY 5955469 6055141 76.12% 9.396%
6 6.887 418 420 423 rBV 1489637 1894195 23.81% 2.939%
7 7.047 432 434 437 rVB 4956526 5562777 69.93% 8.632%
8 7.459 467 470 472 rVB 4831581 5174456 65.05% 8.029%
9 7 .550 475 478 482 rVB3 86146 170497 2.14% 0.265%
10 7.779 494 498 499 rBvV2 64325 82265 1.03% 0.128%

11 7.950 510 513 514 rvB2 100879 149568 1.88% 0.232%
12 8.087 522 525 526 rBV 92413 141830 1.78% 0.220%
13 8.133 526 529 530 rvv 180502 299416 3.76% 0.465%
14 8.179 530 533 535 rvv 3007449 2935131 36.90% 4 _555%
15 8.213 535 536 539 rvv2 120623 96969 1.22% 0.150%

16 8.259 539 540 542 rvVv 84424 111227 1.40% 0.173%
17 8.327 542 546 547 rvv4 131826 283674 3.57% 0.440%
18 8.384 550 551 552 rvv 107244 87347 1.10% 0.136%
19 8.430 554 555 558 rvv2 93711 106645 1.34% 0.165%
20 8.499 558 561 563 rvv 288664 328642 4._.13% 0.510%

21 8.556 563 566 570 rvv3 76992 135211 1.70% 0.210%
22 8.636 570 573 576 rVB3 48016 97269 1.22% 0.151%
23 8.704 576 579 580 rBv2 86767 131327 1.65% 0.204%
24 8.727 580 581 582 rvv 207274 166862 2.10% 0.259%
25 8.807 586 588 590 rvB2 111858 155309 1.95% 0.241%

26 8.876 590 594 596 rBv2 124606 310385 3.90% 0.482%
27 8.945 598 600 603 rvB2 122365 182335 2.29% 0.283%
28 9.025 605 607 609 rvB2 104946 127530 1.60% 0.198%
29 9.093 612 613 615 rBv2 72871 114528 1.44% 0.178%
30 9.253 624 627 630 rBVY 5358945 7954442 100.00% 12.343%

31 9.345 630 635 639 rvB6 62149 161219 2.03% 0.250%
32 9.539 648 652 655 rvB4 62418 174354 2.19% 0.271%
33 9.653 660 662 664 rvv 276379 333149 4._.19% 0.517%
34 9.756 666 671 672 rBV5 33437 85359 1.07% 0.132%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086238.D

Aca On : 16 Apr 2016 2:19

Operator : UM/SJ

Sample : H2402-14

Misc :

ALS Vial : 21 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-BF041516.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 9.870 680 681 684 rBvV 113236 89863 1.13% 0.139%

36 9.927 684 686 695 rvVB2 1974834 3198365 40.21% 4_.963%
37 10.350 721 723 726 rVB2 203642 312791 3.93% 0.485%
38 10.442 729 731 733 rBV 130380 114017 1.43% 0.177%
39 10.716 752 755 758 rBv2 3382175 4271778 53.70% 6.629%
40 10.808 761 763 765 rvv3 44911 108859 1.37% 0.169%

41 10.842 765 766 771 rVB 208066 231180 2.91% 0.359%
42 11.288 803 805 807 rBvV 163008 149594 1.88% 0.232%
43 11.413 814 816 819 rVB 2866411 2504114 31.48% 3.886%
44 11.470 819 821 825 rBV2 67801 101958 1.28% 0.158%
45 11.951 861 863 865 rBvV 225704 303246 3.81% 0.471%

46 12.076 871 874 876 rBV 634093 803896 10.11% 1.247%
47 12.728 930 931 937 rBV 139637 283048 3.56% 0.439%
48 12.831 937 940 942 rVvV 147006 204322 2.57% 0.317%
49 13.002 952 0955 958 rBV 4957896 5653059 71.07% 8.772%
50 13.208 971 973 975 rBV2 96624 110839 1.39% 0.172%

51 13.894 1031 1033 1038 rBV2 74393 131523 1.65% 0.204%
52 14.042 1044 1046 1049 rBV2 1611151 1867449 23.48% 2.898%

53 15.414 1163 1166 1169 rBV 858081 1067106 13.42% 1.656%
54 15.482 1169 1172 1175 rVB 1137393 1395882 17.55% 2.166%

Sum of corrected areas: 64444148

8270-BF041516.M Mon Apr 18 18:43:13 2016 Page: 2



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF041516\

BF086238.D

16 Apr 2016 2:19

UM/SsJ

H2402-14

21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086238.D

Aca On : 16 Apr 2016 2:19

Operator : UM/SJ

Sample = H2402-14

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.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 1 Propane, 1,1-dimethoxy- Concentration Rank 5

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

2.17 4.39 ng 416158 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 83
2 Thiocvanic acid. methvl ester 73 C2H3NS 000556-64-9 12
3 1.3-Dioxolane. 2-(1-bromoethvl)- 180 C5H9Bro02 005267-73-2 9
4 Propane. 1l.l-dimethoxy-2-methvl- 118 C6H1402 041632-89-7 9
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 9

Abundance Scan 7 (2.167 min): BF086238.D (-6) (-) m/z 75.10 100.00%
749.1
5000 451 /\\
220 2.30 2.40 2.50 2.60
0 I I S e S Y SO m/z 73.10 72.87%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4671: Propane, 1,1-dimethoxy-
75.0
5000 290 450 RS AR LS IR UL R
2.20 2.30 2.40 2.50 2.60
m/z 45.10 37.43%
0 M [l 590 || 89.0103.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance
73.0
220 2.30 2.40 2.50 2.60
m/z 41.10 26.24Y%
5000 450 0
15.0
29.0 59.0
e L L SR L SO L UL L S LI B
m/z--> 20 40 80 100 120 140 160 180
Abundance #42856: 1,3-Dioxolane, 2-(1-bromoethyl)- T
73.0 220 230 240 250 260
m/z 47.05 11.48%
0% 45.0 \,K\/\/\“/W
27.0
0 l, ..l 59.0 89.0 107.0121.0135.0 179.0
m/z--> % b A % ﬁo ﬁo ﬁo ﬁo ﬁo 2%2&)mm2%2&
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086238.D

Aca On : 16 Apr 2016 2:19

Operator : UM/SJ

Sample = H2402-14

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.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 6

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

5.08 3.28 ng 310227 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Acetamide, N-(aminocarbonyl)- 102 C3H6N202 000591-07-1 9

Abundance Scan 262 (5.081 min): BF086238.D (-260) (-) m/z 43.10 100.00%
431
59.1
5000
1011 III|"ll|llll|llll|llll
83.1 4.80 500 5.20 5.40
0...,....,....,....',':.-..,..-:.|,...6.9',1....,.-...,...:,|....,. m/z 59.10 53.28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I AR R L L
480 500 5.20 5.40
59.0 m/z 101.10 19.60%
0 20 | 510 | es0  830g19 0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
480 500 520 540
5000 m/z 58.10 18.50%
101.0
o150 31.0 58.0 490 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4330: Butane, 1-ethoxy-
59.0 4.80 500 5.20 5.40
31.0 m/z 41.10 8.34%
5000 41.0
73.0
oL 120 L1 510/ | 87.0 1020 -
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 5.40

8270-BF041516.M Mon Apr 18 18:43:16 2016 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086238.D

Aca On : 16 Apr 2016 2:19

Operator : UM/SJ

Sample = H2402-14

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.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 unknown6.66 Concentration Rank 1

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

6.66 63.93 ng 6055140 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 400 (6.659 min): BF086238.D (-397) (-) m/z 132.10 100.00%
13p.1
5000 68.1
01 gy || ek Gko 6k 7ho
Obrrprrrr e bt i S e b el | M/Z 68.10 44 . 20%
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 U R UL UL SR
6.40 6.60 6.80 7.00
310 510 ‘ m/z 134.10 33.82%
0 L1 H 1 L 1
LA L LR L IR IR IR NN INRARE LA AR BRSNS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
" 640 6.60 6.80 7.00
5000 m/z 66.10 29.30%
33.0 44.0 105.0

70.0
56.0 86.0

m/z--> 10 20 30 40 S50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole A e
132.0 6.40 6.60 6.80 7.00

m/z 69.10 18.17%

5000

104.0
66.0
140 27.0 390 510 NT 770 g94 | 1350 ||

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

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086238.D

Aca On : 16 Apr 2016 2:19

Operator : UM/SJ

Sample = H2402-14

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.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 Furan, 2-ethyl-5-methyl- Concentration Rank 9

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

8.50 2.24 ng 328642 Naphthalene-d8 8.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Furan. 2-ethvl-5-methvl- 110 C7H100 001703-52-2 53
2 2-l1sopropvlimidazole 110 C6H10N2 036947-68-9 53
3 5.5-Dimethvl-1.3-hexadiene 110 C8H14 001515-79-3 53
4 1.3-Dimethvl-1-cvclohexene 110 C8H14 002808-76-6 53
5 2-Furanecarboxylic acid, 3,5-dim... 222 C13H1803 1000278-87-2 42

Abundance Scan 561 (8.499 min): BF086238.D (-558) (-) m/z 95.10 100.00%
94.1
5000
ma ss1 %94 111.2
81.1 8.20 8.40 8.60 8.80
0 ..,....,....,....',‘!'.'..,.'.‘!-.l'...'!!'.-:..-,':'...,...|'.',...:',|:...,.1.2]7.',2]..1.“,1.'.1..,. m/z 69.10 37.11%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #5672: Furan, 2-ethyl-5-methyl-
95.0
5000 SRR RN R R
8.20 8.40 8.60 8.80
110.0 m/z 55.10 30.83%
o 43.0 550 67.0 810 ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
95.0
820 840 8.60 880
5000 m/z 41.10 28.35%
420 110.0
150 27.0 540 690 g9
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #5825: 5,5-Dimethyl-1,3-hexadiene e e e a maa
95.0 8.20 8.40 8.60 8.80
67.0 m/z 111.15 25.79%
5000
41.0 55.0 110.0
79.0
"&%QP?Z?“”I“'W”'W'”'P”'P'”P'“I”“I”'W”'W'”W'”'P IR RN R R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086238.D

Aca On : 16 Apr 2016 2:19

Operator : UM/SJ

Sample = H2402-14

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.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 unknown8.88 Concentration Rank 11

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

8.88 2.11 ng 310385 Naphthalene-d8 8.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1"-Bicvclooctvl 222 C16H30 006708-17-4 47
2 Cvclopentane. 1.1.3-trimethvl-3-... 166 C12H22 074421-09-3 43
3 3-Hvdroxvpvridine-N-oxide 111 C5H5NO2 006602-28-4 38
4 Cvclooctane. (l-methvlpropvl)- 168 C12H24 016538-89-9 38
5 1,1,4-Trimethylcyclohexane 126 C9H18 007094-27-1 38

Abundance Scan 594 (8.876 min): BF086238.D (-590) (-) m/z 95.10 100.00%
69.1 991
111.2
5000 411
8.60 8.80 9.00 9.20
137.1
ol 222 "m/z 69.10 98.03%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71114: 1,1"-Bicycloocty!
69.0 111.0
5000 R R S RS R
8.60 8.80 9.00 9.20
41.0 m/z 111.15 77.88%
95.0
O™ “"j"”'I'M"j“"hl""l""l ""I""I""?Q?P'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
69.0
110 ot 580 500 520
5000 m/z 110.15 49 .84%
95.0
41.0
o 24.0 151.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #5919: 3-Hydroxypyridine-N-oxide R B B s
95.0111.0 8.60 8.80 9.00 9.20
m/z 55.10 43.18%
5000 39.0 ¢
0..1.4'.0|.‘M“..“l“‘l.”l“l|.-ﬂl.'c.)|‘l..‘ll..l.l....l....l....l....l.... NN
m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20

8270-BF041516.M Mon Apr 18 18:43:20 2016 Page: 8



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086238.D

Aca On : 16 Apr 2016 2:19

Operator : UM/SJ

Sample = H2402-14

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.95 2.42 ng 303246 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 81
3 Tridecanoic acid 214 C13H2602 000638-53-9 76
4 n-Decanoic acid 172 C10H2002 000334-48-5 68
5 _beta.-D-Mannofuranoside, 1-0-(1... 332 C17H3206 1000155-29-9 18
Abundance Scan 863 (11.951 min): BF086238.D (-861) (-) m/z 73.10 100.00%
741
43.1
5000 129.1
213.3 S BB B B e B
1571 1852 256.3 1160 1180 12.00 1220
Obrrr i m/z 60.05 73.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43.0 730
5000 256.0 U SO DR BN SR B
129.0 umumnmnm
97.0 m/z 43.10 69.66%
‘ 157.0 185.0
o) I— Il‘l - i“" IMIHI I\l‘l‘l
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 730
1160 11.80 12.00 12.20
5000 129.0 m/z 57.10 67.62%
970 199.0 242.0
157.0
O T e e e — 9"' TTTT T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65566: Tridecanoic acid T T
73.0 11.60 11.80 12.00 12.20
m/z 55.10 60.80%
43.0
5000
129.0
‘ 710 2140
ol 180\\|\ ‘ h‘\ Hm o 19,0 ‘ T R ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086238.D

Aca On : 16 Apr 2016 2:19

Operator : UM/SJ

Sample = H2402-14

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.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 3,5-di-tert-Butyl-4-hydroxy... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.08 6.42 ng 803896 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.5-di-tert-Butvl-4-hvdroxvphenv... 278 C17H2603 020170-32-5 94
2 Lvcopodan-5-one. 12-hvdroxv-15-m... 263 C16H25N02 006900-92-1 92
3 Trimethvl(2.6 ditert.-butvlpheno... 278 C17H300Si 010416-73-6 59
4 Pentan-2-one. 4-(2-fluorenvlimino)- 263 C18H17NO 050651-58-6 53
5 6-0xo-5-phenyl-2,3,5,6-tetrahydr... 263 C16H13N30 087365-22-8 47
Abundance Scan 874 (12.076 min): BF086238.D (-871) (-) m/z 263.30 100.00%
268.3
5000
57.1 N
3. 91.1 115.1 14|7'1 1852 2192 11.80 12.00 12.20 12.40
0.”R.A,”.q”tw:mbuh.ﬁn”ﬂ”.wh.whnﬂpn.“.”,.”q” m/z 57.10 26 .57%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105177: 3,5-di-tert-Butyl-4-hydroxyphenylpropionic acid
263.0
5000 L S U S B
11,80 12.00 12.20 12.40
57.0 147.0 m/z 278.30 23.13%
L350 | 910 1150 1850 ‘21?0 “
m/z--> 40 60 80 160 120 150 160 1éo 200 220 240 260 280
Abundance
190.0 263.0
1230 1520 1180 12.00 12.20 12,40
5000 55.0 220.0 m/z 264.30 18.39%
96.0
0"'I""I""I""I""I""I"" SR S S B N
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105191: Trimethyl(2,6 ditert.-butylphenoxy)silane T T
268.0 1180 12.00 12.20 12.40

m/z 147.10 16.15%
5000

73.0

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086238.D

Aca On : 16 Apr 2016 2:19

Operator : UM/SJ

Sample = H2402-14

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.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 Pentadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.73 2.26 ng 283048 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 80
2 Tridecanoic acid 214 C13H2602 000638-53-9 64
3 Tridecane 184 C13H28 000629-50-5 18
4 1-Tvrosinol 167 C9H13NO2 1000131-27-0 18
5 Dodecane 170 C12H26 000112-40-3 18

Abundance Scan 931 (12.728 min): BF086238.D (-930) (-) m/z 73.10 100.00%

431 731

5000

s 3

185.2 12.40 12.60 12.80 13.00

53.1 “ 2152 24135643

o] m/z 43.10 92 .44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid WAJ/\/L/M
43.0 730
5000 129.0 BADARRARARSRRARSARRARY
12. 40 12. 60 12. 80 13 00
m/z 57.10 82.79%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 %\[\J\/w
Abundance
73.0
USRNSSR AR
43.0 12.40 12.60 12.80 13.00
5000 m/z 60.10 76.25%
129.0
%6.0 710 2140
18.0 )
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #45543: Tridecane e R ARREE L R s
57.0 12.40 12.60 12.80 13.00
m/z 55.10 69.03%
5000 85.0
29.0
. Ll 20 140 1840
m/z--> 2|0 4IO 6|0 8|0 1(|)O 12|0 14|10 160 180 200 220 240 2(%0 ZéO 12. 40 12. 60 12. 80 13 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086238.D

Aca On : 16 Apr 2016 2:19

Operator : UM/SJ

Sample = H2402-14

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.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 Hexadecanoic acid, butyl ester Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.83 2.19 ng 204322 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 74
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 52
3 Hexadecanoic acid. 2-methvlpropv... 312 C20H4002 000110-34-9 47
4 Cvclohexanol. 4-amino-. trans- 115 C6H13NO 027489-62-9 25
5 1-Hexene, 4-methyl- 98 C7H14 003769-23-1 25
Abundance Scan 940 (12.831 min): BF086238.D (-937) (-) m/z 56.10 100.00%

54.1

5000

%

12.60 12.80 13.00 13.20

01 m/z 57.10 56.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124073: Hexadecanoic acid, buty| ester
56.0
5000 LA L B L LB L L B B
12. 60 12. 80 13. 00 13. 20
29.0 m/z 43.10 41 .08%
‘ ‘ g0 1290 185.0 213.0 2510
Obrrepfbr ekl bttt eveberriper ey 230, 3120
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56.0
R AR RRRES T
12.60 12.80 13.00 13.20
5000 m/z 129.10 36.71%
29.0
83.0 129.0
0 157.0 185.0 213.0 257'0281.0 312.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124097: Hexadecanoic acid, 2-methylpropy! ester T T T T
57.0 12.60 12.80 13.00 13.20
m/z 41.10 36.47%
5000
239.0
280 85.0 129 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 60 12. 80 13. 00 13. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086238.D

Aca On : 16 Apr 2016 2:19

Operator : UM/SJ

Sample = H2402-14

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.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 unknownl5.41 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.41 15.29 ng 1067110 Perylene-di12 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Imidazole-2-methanol 98 C4H6N20 003724-26-3 25
2 Azacvclotridecan-2-one 197 C12H23NO 000947-04-6 25
3 d-Gulopvranoside. 2.3:4.6-di-0-(... 270 C11H20B206 1000149-94-5 18
4 trans-2-Oxabicvclol4.4.01decane 140 C9H160 059958-46-2 18
5 1,5-Di(1-piperidinyl)pentane 238 C15H30N2 024362-44-5 18
Abundance Scan 1166 (15.414 min): BF086238.D (-1163) (-) m/z 55.10 100.00%

97.1

5000

238.3 R A RARENEEE S
267.3 310.3 15.00 15.20 15.40 15.60 15.80

ol 351 "m/z 97.10 81.20%

25101
m/z--> 50 100 150 200 250 300 350
Abundance #2982: 1H-Imidazole-2-methanol
98.0

5000 P T T e 7
41.0 15.00 15.20 15.40 15.60 15.80

69.0 m/z 98.10 73 .14%

m/z--> 50 100 150 200 250 300 350
Abundance
30.0

15. OO 15. 20 15. 40 15 60 15.80

o

5000 m/z 86.15 69.63%
80.0 98.0
' 126.0154.0 1970
ol A M gl b b b
m/z--> 50 100 150 200 250 300 350
Abundance #100116: d-Gulopyranoside, 2,3:4,6-di-O-(ethylboranediyl)-... T T T
98.0 15. OO 15. 20 15. 40 15 60 15. 80

m/z 100.20 64 .90%

5000
20.0 70.0
143.0 210.0
i .A. tlmlwml\ Jl .‘I‘. I | I WA Y 1871'0 [~ 241.0270.0

o gl
LI L R B L O B L L L LB I B B B LI L L L LB A B

m/z--> 50 100 150 200 250 300 350 15. OO 15. 20 15. 40 15 60 15. 80

o

8270-BF041516.M Mon Apr 18 18:43:24 2016
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041516\
Data File : BF086238.D

Acq On : 16 Apr 2016 2:19

Operator : UM/SJ

Sample : H2402-14

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF041516_.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]
Propane, 1,l1-dime... 2.17 4.4 ng 416158 1 6.90 1894200 20.0
2-Pentanone, 4-hy... 5.08 3.3 ng 310227 1 6.90 1894200 20.0
unknown6 .66 6.66 63.9 ng 6055140 1 6.90 1894200 20.0
Furan, 2-ethyl-5-__. 8.50 2.2 ng 328642 2 8.18 2935130 20.0
unknown8 .88 8.88 2.1 ng 310385 2 8.18 2935130 20.0
n-Hexadecanoic acid 11.95 2.4 ng 303246 4 11.41 2504110 20.0
3,5-di-tert-Butyl... 12.08 6.4 ng 803896 4 11.41 2504110 20.0
Pentadecanoic acid 12.73 2.3 ng 283048 4 11.41 2504110 20.0
Hexadecanoic acid... 12.83 2.2 ng 204322 5 14.04 1867450 20.0
unknownl15.41 15.41 15.3 ng 1067110 6 15.48 1395880 20.0
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