LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080615\
Data File : BF080908.D

Aca On > 7 Aug 2015 2:10

Operator : TP/UM

Sample : 63196-06

Misc :

ALS Vial : 23 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-BF080615.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

4.281 190 192 195 rBV 20227 29529 1.40% 0.207%
4._.956 249 251 254 rBV 360154 378100 17.98% 2.651%
306481 382112 18.17% 2.680%
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5.801 322 325 327 rBV2 29013 35076 1.67% 0.246%

5.962 337 339 341 rBV 54960 51527 2.45% 0.361%
6 6.213 360 361 362 rBV 30320 25823 1.23% 0.181%
7 6.339 371 372 374 rVB 25656 25176 1.20% 0.177%
8 6.430 378 380 382 rVB 338897 284684 13.54% 1.996%
9 6.510 384 387 390 rVvB 48416 63502 3.02% 0.445%
10 6.567 390 392 394 rBV 849819 727221 34 .58% 5.100%
11 6.807 410 413 414 rBvV 470604 390395 18.56% 2.738%
12 6.830 414 415 418 rVB 53557 51596 2.45% 0.362%
13 6.967 424 427 428 rVB 1165272 1224166 58.21% 8.584%
14 7.024 430 432 434 rVB 41900 35973 1.71% 0.252%
15 7.082 434 437 439 rBvY 42273 43954 2.09% 0.308%
16 7.127 439 441 443 rBvY 41193 36918 1.76% 0.259%
17 7.219 445 449 452 rBv4 37462 69069 3.28% 0.484%
18 7.287 452 455 456 rVB3 19792 27745 1.32% 0.195%
19 7.367 459 462 465 rBvV 847984 1121000 53.31% 7.861%
20 7.493 471 473 475 rVB 38387 32637 1.55% 0.229%
21 7.802 498 500 501 rBvV 35120 38558 1.83% 0.270%
22 7.962 512 514 516 rVB3 21869 24908 1.18% 0.175%
23 8.007 516 518 519 rBV 22017 27884 1.33% 0.196%
24 8.030 519 520 523 rvv 25453 40145 1.91% 0.282%
25 8.087 523 525 527 rVB 419283 470288 22.36% 3.298%
26 8.373 545 550 554 rvB5 16718 59402 2.82% 0.417%
27 8.476 556 559 562 rBvV2 26283 55074 2.62% 0.386%
28 8.682 573 577 578 rVB3 25567 45604 2.17% 0.320%
29 8.773 582 585 587 rBv2 20930 29362 1.40% 0.206%
30 8.865 589 593 598 rBvV7 12490 40374 1.92% 0.283%
31 8.945 598 600 604 rvVvB5 11960 27239 1.30% 0.191%
32 9.013 604 606 609 rBvV3 9790 25929 1.23% 0.182%
33 9.070 609 611 615 rBv2 57736 98127 4.67% 0.688%

34 9.173 617 620 622 rVB 2208482 2022677 96.19% 14.184%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080615\
Data File : BF080908.D

Aca On > 7 Aug 2015 2:10

Operator : TP/UM

Sample : 63196-06

Misc :

ALS Vial : 23 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-BF080615.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 9.402 638 640 643 rBv4 16744 42083 2.00% 0.295%
36 9.562 653 654 656 rBv 99170 76623 3.64% 0.537%
37 9.722 664 668 670 rBvV3 18846 54866 2.61% 0.385%
38 9.768 670 672 676 rVB5 19831 46253 2.20% 0.324%
39 9.848 676 679 681 rBvV 551160 621894 29.57% 4_.361%
40 9.928 683 686 689 rBV3 18765 36206 1.72% 0.254%
41 10.019 691 694 695 rBv2 21984 36321 1.73% 0.255%
42 10.088 698 700 702 rBV2 12462 21689 1.03% 0.152%
43 10.145 702 705 707 rVB3 31062 40357 1.92% 0.283%
44 10.202 708 710 711 rBV 22746 21859 1.04% 0.153%
45 10.259 713 715 720 rVB5 33877 58073 2.76% 0.407%
46 10.556 738 741 745 rBV2 21250 69346 3.30% 0.486%
47 10.625 745 747 750 rVB2 663138 720247 34.25% 5.051%
48 10.751 757 758 762 rVB 27484 43244 2.06% 0.303%
49 11.128 790 791 793 rVB 44232 41430 1.97% 0.291%
50 11.196 795 797 803 rvB2 31724 58110 2.76% 0.407%
51 11.322 806 808 812 rVvB 726185 616956 29.34% 4_.326%
52 11.493 821 823 826 rVB 30507 31337 1.49% 0.220%
53 11.631 832 835 839 rBv2 24104 77086 3.67% 0.541%
54 11.711 841 842 844 rVB 41027 41504 1.97% 0.291%
55 11.859 853 855 857 rBv2 70770 84035 4._00% 0.589%
56 12.248 885 889 893 rBV6 10233 25993 1.24% 0.182%
57 12.739 930 932 934 rVB 22026 22216 1.06% 0.156%
58 12.911 944 947 949 rBV 2113953 2102863 100.00% 14.746%
59 13.448 992 994 996 rBV 18592 30392 1.45% 0.213%
60 13.871 1027 1031 1032 rBV3 13105 31667 1.51% 0.222%

61 13.951 1036 1038 1040 rBV 689876 627997 29.86% 4.404%
62 15.357 1158 1161 1164 rBV 450426 538052 25.59% 3.773%

Sum of corrected areas: 14260473
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080615\
Data File : BF080908.D

Aca On > 7 Aug 2015 2:10

Operator : TP/UM

Sample : 63196-06

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080615.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF080908.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080615\
Data File : BF080908.D

Aca On > 7 Aug 2015 2:10

Operator : TP/UM

Sample : 63196-06

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080615.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.96 19.37 ng 378100 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 23
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 17

Abundance Scan 251 (4.956 min): BFO80908.D (-249) (-) m/z 43.10 100.00%
43
59
5000
101 rrrrrTrrTTT T T T T T T
4.60 4.80 5.00 5.20
Ol Sl BB 88 | Tm/z 59.10  56.42%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R UL L A
59 460 480 500 520
m/z 58.10 15.39%
o 25 3t 37 | 83 g3 M
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
460 480 500 520
5000 41 m/z 101.10 14.12%
31
69 87
15 53 98
e S S S I IS UL UL UL SULILISS WAL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- S EAAGAEaEEECA
59 4.60 4.80 5.00 5.20
m/z 41.10 8.98%
5000
a1 101
15 31 53 69 83
0"w"'w'”'W"“mhh'w'm‘b"“w"'w“"w"'w"'w AR SRR SRR
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080615\
Data File : BF080908.D

Aca On > 7 Aug 2015 2:10

Operator : TP/UM

Sample : 63196-06

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080615.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 2,5-Hexanedione Concentration Rank 8

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

5.96 2.64 ng 51527 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.5-Hexanedione 114 C6H1002 000110-13-4 53
2 2-Hexanone. 3-methvl- 114 C7H140 002550-21-2 47
3 Pentane. 1-(ethenvloxv)- 114 C7H140 005363-63-3 39
4 2-Buten-1-ol. acetate 114 C6H1002 000628-08-0 9
5 2,3-Hexanedione 114 C6H1002 003848-24-6 9

Abundance Scan 339 (5.962 min): BF080908.D (-337) (-) m/z 43.10 100.00%
48
5000
99
57 71 560 5.80 6.00 6.20
Ol e A 2 e e e | M/ 99.10  22.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6987: 2,5-Hexanedione
43
5000 RS RS AR AR
99 560 5.80 6.00 6.20
7 m/z 71.10 9.76%
o 1 27 37 | 50563 | 81 1
miz--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance
43
A RARRE RSN RARSERARES S
560 5.80 6.00 6.20
5000 72 m/z 57.10 5.83%
o 29 i 63 79 85 99 114
miz--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #7354: Pentane, 1-(ethenyloxy)- r
43 560 5.80 6.00 6.20

m/z 42.10 3.79%

5000

70
55 99

I ‘ 78 85 ‘ 114

(O L I o e e e B e e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.60 5.80 6.00 6.20

8270-BF080615.M Fri Aug 07 19:20:59 2015 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080615\
Data File : BF080908.D

Aca On > 7 Aug 2015 2:10

Operator : TP/UM

Sample : 63196-06

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080615.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 2(3H)-Furanone, dihydro-5,5... Concentration Rank 5

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

6.51 3.25 ng 63502 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(3H)-Furanone. dihvdro-5.5-dime... 114 C6H1002 003123-97-5 64
2 Hexanovl chloride 134 C6H11CIO 000142-61-0 53
3 2-Pvrrolidinone. 1-methvl- 99 C5H9NO 000872-50-4 43
4 Cvclopropane. isothiocvanato- 99 C4H5NS 056601-42-4 38
5 1-Pyrrolidinecarboxaldehyde 99 C5H9NO 003760-54-1 35

Abundance Scan 387 (6.510 min): BF080908.D (-384) (-) m/z 43.10 100.00%
a3 9
55 110
5000
“ " ”‘| ”‘ 82 620 640 6.60 680
0...,....,....,....,....,...' ,..l..',....,!...,..'..;....,'....,. m/z 99.05 78.57%
m/z--> 10 20 40 50 70 90 100 110 120
Abundance #7109. 2(3H)—Furanone, d|hyd|o 5,5 dimethyl-
55
39
5000 70 AN LARAE AR AR AR
99 6.20 6.40 6.60 6.80
m/z 110.00 70.10%
0 \‘ \ 1 ‘\ ‘ 8l 114
L LA UL IR IS IS LR IS UL LI SRR MR
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance
43
27 55 99
6.20 6.40 6.60 6.80
5000 71 78 m/z 55.10 64 .15%
91
15 37 a9 OB 106
e S R R L A RS RS RS RS SARRS RN
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #3436: 2-Pyrrolidinone, 1-methyl-
99 6.20 6.40 6.60 6.80
m/z 39.10 58 .53%
42
5000
S
0'“|'“'|“ltw"w"“|*4‘w"wt'“l'“'w"ﬂ"“l'“'w
m/z--> 10 20 30 60 80 90 100 110 120 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080615\
Data File : BF080908.D

Aca On > 7 Aug 2015 2:10

Operator : TP/UM

Sample : 63196-06

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080615.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 unknown6.57 Concentration Rank 2

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

6.57 37.26 ng 727221 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 27
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 2-Cvclohexen-1-one 96 C6H80 000930-68-7 10
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10

Abundance Scan 392 (6.567 min): BF080908.D (-390) (-) m/z 132.10 100.00%
5000 68
75 ° 620 640 6.60 6.80 7.00
104 . . ) . .
0 ..,....,....,...:,“.'.‘.‘.7 o o '|,..':~.,.?‘?.,..I.,.'!..,....,...., b 'm/z 68.10  50.46%
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 L LR R R
620 640 6.60 6.80 7.00
78 m/z 66.10 32.96%
31 54 51
O T T P P T P T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
SNBSS RARSE RARSR Y
6.20 6.40 6.60 6.80 7.00
5000 m/z 134.10 32.13%
104
ol 14 27 37 4451 g 6 77 g9 o 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine e e
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 19.50%
5000
33 a4 g7 105
0 51 6\0 7\0 7\8 86 ‘ | 115 !
m/z--> 10 20 30 40 55 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080615\
Data File : BF080908.D

Aca On > 7 Aug 2015 2:10

Operator : TP/UM

Sample : 63196-06

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080615.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 2(3H)-Furanone, 5-ethyldihy... Concentration Rank 12

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

7.08 2.25 ng 43954 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(3H)-Furanone. 5-ethvildihvdro- 114 C6H1002 000695-06-7 56
2 Valeric anhvdride 186 C10H1803 002082-59-9 9
3 1.1"-Bicvclopentvl-1.1"-diol 170 C10H1802 005181-75-9 9
4 Oxirane. (2-methvlpropvl)- 100 C6H120 023850-78-4 9
5 3,3,6-Trimethyl-1,5-heptadien-4-ol 154 C10H180 057590-19-9 9

Abundance Scan 437 (7.082 min): BF080908.D (-434) (-) m/z 85.00 100.00%
85
5000
a
| 70 97 6.80 7.00 7.20 7.40
Ot T N m/z 57.10 32.03%
m/z--> 20 40 60 80 100 120 140 160
Abundance #7071: 2(3H)-Furanone, 5-ethyldihydro-
85
5000 29 B RS SRR UL AR
6.80 7.00 7.20 7.40
42 56 - m/z 56.10 28.04%
oas | T ms
m/z--> 20 40 60 80 100 120 140 160
Abundance
85
6.80 7.00 7.20 7.40
5000 57 m/z 42.10 24 _70%
29 Mm
15 73 103
L L L L W B S DU
m/z--> 20 40 60 80 100 120 140 160
Abundance #35832: 1,1-Bicyclopentyl-1,1'-diol
85 6.80 7.00 7.20 7.40
m/z 55.05 19.06%
5000
67
41 55
0 oL L 95 111 123 153 170
m/z--> 20 40 60 80 100 120 140 160 6.80 7.00 7.20 7.40

8270-BF080615.M Fri Aug 07 19:21:02 2015 Page: 8



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080615\
Data File : BF080908.D

Aca On > 7 Aug 2015 2:10

Operator : TP/UM

Sample : 63196-06

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080615.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 unknown7.22 Concentration Rank 4

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

7.22 3.54 ng 69069 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Imidazol-4-one. 2-amino-1.5-d... 99 C3H5N30 000503-86-6 38
2 2(3H)-Furanone. 5-ethvldihvdro-3... 128 C7H1202 002610-98-2 27
3 5-Benzovilpentanoic acid 206 C12H1403 097547-93-8 27
4 3.5-Diamino-1.2.4-triazole 99 C2H5N5 000503-88-8 27
5 Benzoic acid, 3,3,5-trimethyl-6-._.. 336 C21H2004 1000277-63-9 27

Abundance Scan 449 (7.219 min): BF080908.D (-445) (-) m/z 43.05 100.00%
105
77
5000
55 Lah AN LA A b
120 6.80 7.00 7.0 7.40 7.60
0 m/z 105.10 77.83%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3378: 4H-Imidazol-4-one, 2-amino-1,5-dihydro-
43 99
5000 AR U R SR
71 6.80 7.00 7.20 7.40 7.60
56 ‘ m/z 99.10 74 .52%
0"”I"”ft'AW'””I"”i"”I"”I"”I"”I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
99
43 6.80 7.00 7.20 7.40 7.60
5000 m/z 77.10 52.75%
56 73
17 113
84
e R L I S L S S BRI S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59892: 5-Benzoylpentanoic acid e e e
105 6.80 7.00 7.20 7.40 7.60
m/z 51.00 25.92%
77
5000
51 120
ol 12 2039 | g5 | 91 | | 133146 161 188 206
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080615\
Data File : BF080908.D

Aca On > 7 Aug 2015 2:10

Operator : TP/UM

Sample : 63196-06

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080615.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 2(3H)-Furanone, 5-butyldihy... Concentration Rank 11

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

8.48 2.34 ng 55074 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(3HY)-Furanone. 5-butvidihvdro- 142 C8H1402 000104-50-7 64
2 2(3H)-Furanone. dihvdro-5-propvl- 128 C7H1202 000105-21-5 64
3 2(3H)-Furanone. dihvdro-5-pentvl- 156 C9H1602 000104-61-0 64
4 2-Pvrrolidinone 85 C4H7NO 000616-45-5 59
5 Valeric anhydride 186 C10H1803 002082-59-9 45

Abundance Scan 559 (8.476 min): BF080908.D (-556) (-) m/z 85.00 100.00%
85
5000
A R 100 8.20 8.40 8.60 8.80
Obrerrer el el retbree il b reer e || M/ 5605 12. 19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #18954: 2(3H)-Furanone, 5-butyldihydro-
85
5000 U U R TR L
8.20 8.40 8.60 8.80
. m/z 55.10 10.03%
o s 0 | 100 g4 124 147
iz 15 % % 40 0 86 70 80 95 100 110 130 15 130 150 160
Abundance
85
820 840 860 880
5000 m/z 41.10 9.37%
29
o 15 41 56 71 100 110 127
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27690: 2(3H)-Furanone, dihydro-5-pentyl- B EmmEs RS
85 8.20 8.40 8.60 8.80
m/z 57.10 8.64%
5000
2 n
oL 15 -% 70 . 100 114 128138 156
m/z--> 10 20 30 4'0 50 60 7'0 8|0 %0 1(')0 110 120 1:'30 140 150 160 8.0 840 860 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080615\
Data File : BF080908.D

Aca On > 7 Aug 2015 2:10

Operator : TP/UM

Sample : 63196-06

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080615.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 1(3H)-l1sobenzofuranone Concentration Rank 6

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

9.07 3.16 ng 98127 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1(3H)-1sobenzofuranone 134 C8H602 000087-41-2 93
2 1.2-Benzenedicarboxaldehvde 134 C8H602 000643-79-8 72
3 Benzoic acid. 2-(ChvdroxvmethvI)- 152 C8H803 000612-20-4 53
4 2-Phenvl-oxetane 134 C9H100 1000145-26-5 53
5 1-Propanone, 1l-phenyl- 134 C9H100 000093-55-0 50

Abundance Scan 611 (9.070 min): BF080908.D (-609) (-) m/z 105.00 100.00%
105
5000 7
43 134
63 89 8.80 9.00 9.20 9.40
o bt bl S0 98 L 150 m/z 77.05  47.46%
m/iz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14733: 1(3H)-Isobenzofuranone
105
77 -
5000 134 8.80 9.00 9.20 9.40
51 m/z 43.10 29.65%
27 %9 ‘ 6? ol 89 | I
G R R R KA RN R KRR R LARAS AALAN LA LR AALRS LARRS
m/iz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
105
7 880 9.00 9.20 9.40
5000 134 m/z 134.10 27.08%
51
29 39 63 89
m/iz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #24703: Benzoic acid, 2-(hydroxymethy!l)- e e My
105 8.80 9.00 9.20 9.40
m/z 50.00 17.78%
5000 77 134
51
o, 1827 38 [ 63 J o1 | 118 | 151
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.80 9.00 920 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080615\
Data File : BF080908.D

Aca On > 7 Aug 2015 2:10

Operator : TP/UM

Sample : 63196-06

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080615.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 Benzophenone Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.56 2.23 ng 69346 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 62
2 1.2.4.5-Tetroxane. 3.3.6.6-tetra... 396 C26H2004 016204-36-7 50
3 2-Propen-1-one. l-phenvl- 132 C9H80 000768-03-6 49
4 Azobenzene 182 C12H10N2 000103-33-3 38
5 Azobenzene, (E)- 182 C12H10N2 017082-12-1 38
Abundance Scan 741 (10.556 min): BF080908.D (-738) (-) m/z 105.10 100.00%
105
5000 m
10.20 10.40 10.60 10.80
o} m/z 77.10 57 .60%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #44105: Benzophenone
105
77
5000 AR ISR UL R
182 10,20 10.40 10,60 10.80 '
51 m/z 182.10 44.73%
o, 1827 39 | 63 86 | 115126 152 185 |
miz--> 20 40 60 80 100 120 140 160 180
Abundance
77 105
10.20 10.40 10.60 10.80
5000 182 m/z 51.00 26.44%
51
32 150
L L L UL UL L B UL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14051: 2-Propen-1-one, 1-phenyl- A AT o
77 105 10.20 10.40 10.60 10.80
m/z 132.10 25.35%
5000 51
132
27
0 \‘ 3\\9\ ‘\‘ 63 M‘ 86 95 \‘\ 115 ‘\
m/z--> 20 40 60 80 100 120 140 160 180 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080615\
Data File : BF080908.D

Aca On > 7 Aug 2015 2:10

Operator : TP/UM

Sample : 63196-06

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080615.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 Hexadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.63 2.50 ng 77086 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 72
2 Silane. trichlorooctadecvl- 386 C18H37CI3Si 000112-04-9 72
3 Decane 142 C10H22 000124-18-5 72
4 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 72
5 Octacosane 394 C28H58 000630-02-4 64
Abundance Scan 835 (11.631 min): BF080908.D (-832) (-) m/z 57.10 100.00%
7
5000 P
113 140161 "' 11140 11:60 11.80 12.00
o A m/Z 43.10 63.56%
m/z--> 50 100 150 200 250 300 350
Abundance #73967: Hexadecane
57
5000 85 L UL B BN B
umnmumnm
29 m/z 71.10 48 .60%
0 h‘ \“ i “ H u‘ 3‘141 169 197 226
m/z--> 55 100 1%0 260 2%0 360 3%0 '
Abundance
57
"' 11140 11.60 11.80 12.00
5000 m/z 85.10 37.18%
85
29
o 113135155175 203 231 250 303 331 357 386
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance #18419: Decane R AR RRRES T
43 11.40 11.60 11.80 12.00
m/z 41.10 31.72%
5000
71
JLis | } e w
m/z--> 55 160 1%0 260 250 360 3%0 ' 11'40 11. 60 11. 80 12. oo
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080615\
Data File : BF080908.D

Aca On > 7 Aug 2015 2:10

Operator : TP/UM

Sample : 63196-06

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080615.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 Undecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.86 2.72 ng 84035 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 72
2 n-Decanoic acid 172 C10H2002 000334-48-5 68
3 Dodecanoic acid 200 C12H2402 000143-07-7 58
4 Amvl Nitrite 117 C5H11NO2 000110-46-3 38
5 Decane 142 C10H22 000124-18-5 25
Abundance Scan 855 (11.859 min): BF080908.D (-853) (-) m/z 60.00 100.00%
7
5000
129 .,
171185 | oo 213 11,60 11.80 12.00 12.20
o} m/z 43.10 97 .65%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #46616: Undecanoic acid
60 73
41
5000 29 L S BN I B
129 1160 11.80 12.00 12.20
‘ 1m.u5 143 m/z 73.00 95.93%
Lo [ AL MH s e
m/z--> 20 40 60 100 120 140 160 180 200
Abundance
60 5
41
11.60 11.80 12.00 12.20
5000 29 m/z 57.10 85.00%
129
87 101115 1435 172
O e T o I R R R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56046: Dodecanoic acid B Al M
60 7 11.60 11.80 12.00 12.20
43 m/z 55.10 78 .00%
5000 129
29 85 115 157
AL L | o
0..1.5|.‘...w..”l“‘.‘l‘.‘.,h‘ ‘H | "‘i""'l""']I-8'3"'I""I T R LA an s AR
m/z--> 20 40 60 80 100 120 140 160 180 200 11.60 11.80 12.00 12.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080615\
Data File : BF080908.D

Acq On > 7 Aug 2015 2:10

Operator : TP/UM

Sample - G3196-06

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080615.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.96 19.4 ng 378100 1 6.81 390395 20.0
2 ,5-Hexanedione 5.96 2.6 ng 51527 1 6.81 390395 20.0
2(3H)-Furanone, d... 6.51 3.3 ng 63502 1 6.81 390395 20.0
unknown6 .57 6.57 37.3 ng 727221 1 6.81 390395 20.0
2(3H)-Furanone, 5... 7.08 2.3 ng 43954 1 6.81 390395 20.0
unknown7 .22 7.22 3.5 ng 69069 1 6.81 390395 20.0
2(3H)-Furanone, 5... 8.48 2.3 ng 55074 2 8.09 470288 20.0
1(3H)-1sobenzofur. .. 9.07 3.2 ng 98127 3 9.85 621894 20.0
Benzophenone 10.56 2.2 ng 69346 3 9.85 621894 20.0
Hexadecane 11.63 2.5 ng 77086 4 11.32 616956 20.0
Undecanoic acid 11.86 2.7 ng 84035 4 11.32 616956 20.0
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