LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010715\
Data File : BFO76770.D

Aca On : 7 Jan 2015 18:39

Operator - 1Z / TP

Sample : 61022-03

Misc oW

ALS Vial : 6 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-BF121714.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 2.333 106 109 113 rVB 129132 255561 1.09% 0.187%
2 4.299 278 281 288 rBV 158188 336763 1.43% 0.247%
3 5.213 358 361 372 rVB 599461 1052549 4._.48% 0.771%
4 7.636 567 573 578 rVV2 851663 2265022 9.64% 1.659%
5 7.728 578 581 583 rvVv 650482 1307238 5.57% 0.958%
6 7.785 583 586 590 rvVv 808808 2526746 10.76% 1.851%
7 7.865 590 593 600 rVV2 230071 1161181 4.94% 0.851%
8 8.036 600 608 610 rVV 3166245 9706640 41.33% 7.110%
9 8.128 614 616 620 rVv2 212113 521642 2.22% 0.382%
10 8.368 628 637 642 rVV3 243839 1113744 4.74% 0.816%

11 8.550 642 653 657 rvv3 2908321 15918106 67.77% 11.660%
12 8.688 657 665 668 rvvV 4249609 16150200 68.76% 11.830%
13 8.779 670 673 689 rvB 688826 1490160 6.34% 1.092%
14 9.248 711 714 722 rBV 415501 758525 3.23% 0.556%
15 9.431 727 730 733 rBV 445755 793063 3.38% 0.581%

16 9.602 736 745 746 rBV 99068 359615 1.53% 0.263%
17 10.128 785 791 793 rVB2 548107 1916331 8.16% 1.404%
18 10.231 793 800 804 rBv4 276649 1291244 5.50% 0.946%
19 10.322 804 808 809 rvB2 212751 453290 1.93% 0.332%
20 10.391 809 814 815 rBv2 157918 322445 1.37% 0.236%

21 10.722 815 843 844 rBvV2 817478 8636291 36.77% 6.326%
22 11.054 869 872 873 rBvV 305289 605821 2.58% 0.444%
23 11.259 885 890 892 rVvB3 1025976 3196810 13.61% 2.342%
24 11.351 894 898 899 rBvV 231015 470010 2.00% 0.344%
25 11.831 899 940 942 rBV4 1401176 23487712 100.00% 17.204%

26 12.082 957 962 965 rBV 365084 763728 3.25% 0.559%
27 12.299 978 981 983 rBV 183505 305843 1.30% 0.224%
28 12.471 991 996 998 rBv4 237785 544604 2.32% 0.399%
29 12.551 998 1003 1005 rBV5 168590 585509 2.49% 0.429%
30 12.779 1019 1023 1025 rBV3 266016 736616 3.14% 0.540%

31 12.848 1025 1029 1030 rBV3 180517 418049 1.78% 0.306%
32 12.962 1035 1039 1042 rVV2 1182173 2733455 11.64% 2.002%
33 13.031 1042 1045 1047 rVB2 181559 439621 1.87% 0.322%
34 13.111 1050 1052 1053 rVV2 171840 311985 1.33% 0.229%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010715\
Data File : BFO76770.D

Aca On : 7 Jan 2015 18:39

Operator - 1Z / TP

Sample : 61022-03

Misc oW

ALS Vial : 6 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-BF121714.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.180 1056 1058 1059 rvVv 232751 307676 1.31% 0.225%

36 13.317 1063 1070 1075 rVvB6 311612 1314961 5.60% 0.963%
37 13.705 1100 1104 1106 rBV 922012 1446469 6.16% 1.060%
38 13.922 1106 1123 1126 rVV 779660 5013437 21.34% 3.672%
39 14.620 1179 1184 1188 rBV 122784 238261 1.01% 0.175%
40 14.780 1194 1198 1201 rBV 658487 1045540 4._.45% 0.766%

41 15.191 1231 1234 1236 rBVY 249355 425546 1.81% 0.312%
42 15.980 1298 1303 1308 rBV2 121381 311853 1.33% 0.228%
43 16.357 1332 1336 1339 rVB 2087699 2819291 12.00% 2.065%
44 16.586 1352 1356 1362 rBVY 231965 501272 2.13% 0.367%
45 16.814 1373 1376 1379 rVB 753649 987116 4._.20% 0.723%

46 17.649 1429 1449 1450 rBV 987686 5377676 22.90% 3.939%
47 17.900 1469 1471 1473 rBV 392235 442754 1.89% 0.324%
48 18.037 1476 1483 1486 rBVY 901453 2612687 11.12% 1.914%
49 18.197 1495 1497 1504 rBV2 346831 817826 3.48% 0.599%
50 18.346 1507 1510 1514 rVB2 337959 553063 2.35% 0.405%

51 18.860 1553 1555 1560 rVB 166370 252171 1.07% 0.185%
52 19.694 1617 1628 1630 rBV 1265851 4033419 17.17% 2.954%
53 19.740 1630 1632 1634 rVB 1362304 1757729 7.48% 1.288%
54 19.946 1643 1650 1652 rBV2 295022 721910 3.07% 0.529%
55 20.117 1662 1665 1667 rBV 1509412 1560858 6.65% 1.143%

56 20.769 1720 1722 1725 rVB 198890 244765 1.04% 0.179%
57 21.386 1773 1776 1779 rBV 399057 424702 1.81% 0.311%
58 23.078 1922 1924 1927 rVB 304240 374812 1.60% 0.275%

Sum of corrected areas: 136521913
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010715\
Data File : BFO76770.D

Aca On : 7 Jan 2015 18:39

Operator =: 1Z / TP

Sample : 6G1022-03

Misc oW

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121714_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: BFO76770.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010715\
Data File : BFO76770.D

Aca On : 7 Jan 2015 18:39

Operator =: 1Z / TP

Sample : 6G1022-03

Misc oW

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121714_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-Heptanone, 6-methyl- Concentration Rank 15

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

7.73 50.12 ng 1307240 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Heptanone. 6-methvl- 128 C8H160 000928-68-7 86
2 2-0Octanone 128 C8H160 000111-13-7 78
3 Pentanal. 2-methvl- 100 C6H120 000123-15-9 72
4 2-Nonanone 142 C9H180 000821-55-6 72
5 Hexanal, 2-methyl- 114 C7H140 000925-54-2 64

Abundance Scan 581 (7.728 min): BF076770.D (-578) (-) m/z 43.10 100.00%
43 58
5000 a%: {
| 51l 7|1 85 o7 113 128 7.40 7.60 7.80 8.00
N ) 1 A S A b M m/z 58.10 95.15%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12118: 2-Heptanone, 6-methyl-
43
58
5000
7.40 7.60 7.80 8.00
- o m/z 41.10 21.87%
15 29 85 110
"'|'”"w"hl"'Jm"'?%J““""w"7ﬁ""|'J“l""l'”'l"%??"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43
58 7.40 7.60 7.80 8.00
5000 m/z 57.10 17.84%
27
15 71
34 51 78 8 95 105113 128
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #3760: Pentanal, 2-methyl- R R mmama
43 7.40 7.60 7.80 8.00
58 m/z 59.10 16.14%
5000
29 71
15 \\ LIl 51 | 83 100
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 740 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010715\
Data File : BFO76770.D

Aca On : 7 Jan 2015 18:39

Operator =: 1Z / TP

Sample : 6G1022-03

Misc oW

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121714_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 Acetic acid, trifluoro-, de... Concentration Rank 9

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

7.78 96.88 ng 2526750 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid. trifluoro-. decvl e... 254 C12H21F302 000333-88-0 56
2 Cvclopropane. l-ethvl-1-methvl- 84 C6H12 053778-43-1 53
3 1-Pentene. 3-methvl- 84 C6H12 000760-20-3 53
4 1-Pentanol. 2-ethvl- 116 C7H160 027522-11-8 50
5 1-Heptanol, 4-methyl- 130 C8H180 000817-91-4 50

Abundance Scan 586 (7.785 min): BFO76770.D (-583) (-) m/z 55.10 100.00%
41
5000 84
‘ 97 i 7.40 7.60 7.80 8.00 8.20
rerrererree e e e e e e e m/z 69.10 82.90%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #90493: Acetic acid, trifluoro-, decyl ester
43
55 69
5000
83 7.40 7.60 7.80 8.00 8.20
97 m/z 41.10 71.83%
111
'”P”'P”W'”W”'W””I””"”P'”P”'P”'P”W'”W”'W”E?g”
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
41
5
7.40 7.60 7.80 8.00 8.20
5000 27 m/z 56.10 71.01%
84
1 15
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #1454: 1-Pentene, 3-methyl-
55 69 7.40 7.60 7.80 8.00 8.20
41 m/z 43.10 68.90%
5000
27 84
'HVHWE?VJH“”L“WN“V“W““V“W““P“W““P“W““V“
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010715\
Data File : BFO76770.D

Aca On : 7 Jan 2015 18:39

Operator =: 1Z / TP

Sample : 6G1022-03

Misc oW

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121714_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 unknown7.86 Concentration Rank 16

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

7.86 44 .52 ng 1161180 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2-methvilpropvl e... 130 C7H1402 000540-42-1 37
2 Carbonic acid. bis(2-methvlpropy... 174 C9H1803 000539-92-4 37
3 1-Butanol. 3.3-dimethvl- 102 C6H140 000624-95-3 25
4 Pentane. 2.2.4.4-tetramethvl- 128 C9H20 001070-87-7 25
5 Hexane, 2,2,5-trimethyl- 128 C9H20 003522-94-9 17

Abundance Scan 593 (7.865 min): BFO76770.D (-590) (-) m/z 57.10 100.00%
57
5000
41 69
87 o7 7.60 7.80 8.00 8.20
m/z 56.10 32.44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #13078: Propanoic acid, 2-methylpropy! ester
57
29
5000
7.60 7.80 8.00 8.20
M m/z 41.10 21.42%
”I”'W'”'P'”I”'W'”'P'“IZﬁl'fTP'%OQ"'”'P'”I”'W'”'P'”I”'W'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
57
7.60 7.80 8.00 8.20
5000 m/z 69.10 18.33%
41
29
15 73 g3 103 18 163
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #4373: 1-Butanol, 3,3-dimethyl-
57 7.60 7.80 8.00 8.20
69 m/z 43.10 16.93%
41
5000
'W””P”M“JJ”W”LP”W””Pfi””P”W”“P”W””P”W””P”W'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010715\
Data File : BFO76770.D

Aca On : 7 Jan 2015 18:39

Operator =: 1Z / TP

Sample : 6G1022-03

Misc oW

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121714_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 2-Octanol, (S)- Concentration Rank 2

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

8.04 372.16 ng 9706640 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Octanol. (S)- 130 C8H180 006169-06-8 83
2 2-Octanol. (R)- 130 C8H180 005978-70-1 83
3 2-0Octanol 130 C8H180 000123-96-6 83
4 2-Undecanol 172 C11H240 001653-30-1 78
5 2-Nonanol 144 C9H200 000628-99-9 72

Abundance Scan 608 (8.036 min): BF076770.D (-600) (-) m/z 45.10 100.00%
45
5000
55
6 __ 84 97 780 8.00 820 840
..,....,....,...3.$,|!|.'.'.,..!'.,6.2...':..??,.-.'..,...'.,....,.1.1-.5.,...1.2,?..., m/z 55.10 32.47%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13205: 2-Octanol, (S)-
45
5000
7.80 8.00 8.20 8.40
- 55 m/z 43.10 18.09%
15 " gl | 70 8 9 15 13
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 |
Abundance
45
7.80 8.00 8.20 8.40
5000 m/z 41.10 17.68%
55
15 2 3 0 84 9 115 129
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 |
Abundance #13173: 2-Octanol
45 7.80 8.00 8.20 8.40
m/z 97.10 10.15%
5000
55
29
e Bl o me ¢ owe o A L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010715\
Data File : BFO76770.D

Aca On : 7 Jan 2015 18:39

Operator =: 1Z / TP

Sample : 6G1022-03

Misc oW

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121714_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 (S)-3-Ethyl-4-methylpentanol Concentration Rank 17

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

8.37 42_.70 ng 1113740 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (S)-3-Ethvl-4-methvipentanol 130 C8H180 1000144-07-1 86
2 Pentane. 3-methvlene- 84 C6H12 000760-21-4 53
3 2-Azetidinone. 3.3.4.4-tetramethvl- 127 C7H13NO 013423-22-8 53
4 1-Pentene. 3-methvl- 84 C6H12 000760-20-3 53
5 2-Pentene, 2-methyl- 84 C6H12 000625-27-4 47

Abundance Scan 637 (8.368 min): BF076770.D (-628) (-) m/z 69.10 100.00%
41 69
°° 84
5000
| ‘ | 97 8.00 8.20 8.40 8.60 8.80
...,....,....,....,.:'..,....,...'!,....,..'..,...-.,....,....,....,... m/z 41.10 85.23%
m/z--> 10 20 30 40 50 70 80 90 100 110 120 130
Abundance #13295: (S)- 3 Ethyl-4-methylpentanol
4 69
84
55
5000
8.00 820 8.40 8.60 8.80
m/z 55.05 79 .05%
"W'”'P'”I”'W'“'P'”I“'W'”'P'“I”?Z'”'ﬁ?”l”'ﬁ'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
41 69
55
8.00 820 8.40 8.60 8.80
5000 27 84 m/z 84.05 71.99%
5 62 77
miz--> 10 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #11477: 2-Azetidinone, 3,3,4,4-tetramethyl-
69 84 8.00 820 8.40 8.60 8.80
m/z 57.10 55.86%
5000 41
58
28 51 1 ‘ 127
m/z--> 0 20 30 40 50 60 70 8 90 100 110 120 130 800 820 840 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010715\
Data File : BFO76770.D

Aca On : 7 Jan 2015 18:39

Operator =: 1Z / TP

Sample : 6G1022-03

Misc oW

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121714_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 1-Hexanol, 2-ethyl- Concentration Rank 1

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

8.55 610.31 ng 15918100 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 74
2 1-Butoxv-2-ethvlhexane 186 C12H260 062625-25-6 72
3 1-Pentanol. 2-ethvl-4-methvl- 130 C8H180 000106-67-2 59
4 3-Undecene. 6-methvl-. (E)- 168 C12H24 074630-52-7 47
5 2-Propyl-1-pentanol 130 C8H180 058175-57-8 45

Abundance Scan 653 (8.550 min): BFO76770.D (-642) (-) m/z 57.10 100.00%
57
5000 a1
69 g3 A SR A R LR
|| R 8.20 840 8.60 8.80
SR PRIV B NN m/z 41.05 37.97%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13218: 1-Hexanol, 2-ethyl-
57
5000
41 8.20 8.40 8.60 8.80
29 70 83 m/z 55.10 31.08%
E A
"I'HL“M'“”I”M'fl'”M"l'lﬂqxl"”l""ﬁ"
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57
8.20 8.40 8.60 8.80
5000 " 41 m/z 43.10 28.15%
70 g3
98 M2 158 141 157 186
miz--> 20 40 60 80 100 120 140 160 180
Abundance #13305: 1-Pentanol, 2-ethyl-4-methyl-
57 8.20 8.40 8.60 8.80
m/z 56.10 22 .69%
5000 23
29 ‘ ‘ 69 83
T '}ﬁ"ﬂh"ﬂ" T N" T '%?' }%% [rTrrr T T L P U R I
m/z--> 20 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010715\
Data File : BFO76770.D

Aca On : 7 Jan 2015 18:39

Operator =: 1Z / TP

Sample : 6G1022-03

Misc oW

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121714_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 2-Pentyn-1-ol Concentration Rank 14

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

8.78 57.13 ng 1490160 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentvn-1-ol 84 C5H80 006261-22-9 53
2 ()-(+)-5-MethvI-1-heptanol 130 C8H180 057803-73-3 45
3 5-Methvl-1-heptanol 130 C8H180 007212-53-5 42
4 Cvanic acid. 2.2-dimethvlpropvl ... 113 C6H11NO 001459-44-5 32
5 Cyclobutanecarboxylic acid, 2-br... 272 C11H10BrFO2 1000293-70-8 25

Abundance Scan 673 (8.779 min): BFO76770.D (-670) (-) m/z 55.10 100.00%
56
5000 a 83
8.40 8.60 8.80 9.00 9.20
97
..,....,....,....',!|..‘.‘?.-.“.,‘??.n.'!-.'...:J..,....,....Hz...,. m/z 83.10 47.19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1368: 2-Pentyn-1-ol
39 55
5000 29 83
8.40 8.60 8.80 9.00 9.20
o5 m/z 41.10 38.07%
w+?w"Nih“dlm'ﬁﬁk'w'jL“'“'lJ"w"w"“l'“'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
55 83
8.40 8.60 8.80 9.00 9.20
5000 a1 70 m/z 56.05 33.07%
29
15 77 9
mz-> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #13211: 5-Methyl-1-heptanol
55 8.40 8.60 8.80 9.00 9.20
m/z 57.10 23.76%
41 83
5000
70
m/z--> 10 20 50 60 70 80 90 100 110 120 840 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010715\
Data File : BFO76770.D

Aca On : 7 Jan 2015 18:39

Operator =: 1Z / TP

Sample : 6G1022-03

Misc oW

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121714_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 unknownl10.13 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.13 63.26 ng 1916330 Naphthalene-d8 11.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentanoic acid. 1l-methvlethvl ester 144 C8H1602 018362-97-5 32
2 1-Decanol. 10-TI(tetrahvdro-2H-pv... 258 C15H3003 043047-93-4 27
3 Pentanoic acid. 2.2-dimethvl-. m... 144 C8H1602 000813-68-3 27
4 Diallvimethvisilane 126 C7H14Si 002043-08-5 25
5 Hexane, 1,1"-[methylenebis(oxy)]... 216 C13H2802 054815-12-2 22
Abundance Scan 791 (10.128 min): BF076770.D (-785) (-) m/z 60.00 100.00%
60 85
43
5000
3
101 9 9.80 10.00 10.20 10.40
Al e T e m/z 85.10 82.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #20093: Pentanoic acid, 1-methylethy! ester
43
85
5000 57 T T ---L‘ﬂ--- BARRE
27 9. 80 10. 00 10. 20 10.40
‘ 3 103 m/z 43.10 72.86%
O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
85
'9.80 10.00 10.20 1040
5000 4 m/z 41.10 63.12%
29 69 101
115 138 157171185 203 229 257
m/z--> ﬁo Jo éo éo 160 150 140 160 1éo 200 220 240 2éo
Abundance #20133: Pentanoic acid, 2,2-dimethyl-, methy! ester R R ma AR
43 9.80 10.00 10.20 10.40
85 m/z 69.10 52.14%
5000 102
29 59 s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 9. 80 10. 00 10. 20 10 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010715\
Data File : BFO76770.D

Aca On : 7 Jan 2015 18:39

Operator =: 1Z / TP

Sample : 6G1022-03

Misc oW

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121714_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-Methylheptanoic acid Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.23 42 .63 ng 1291240 Naphthalene-d8 11.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Methvlheptanoic acid 144 C8H1602 001188-02-9 64
2 Hexanoic acid. 2-methvl- 130 C7H1402 004536-23-6 50
3 Butanoic acid. 2-methvl- 102 C5H1002 000116-53-0 50
4 Succinamic acid 117 C4H7NO3 000638-32-4 40
5 Heptanoic acid, methyl ester 144 C8H1602 000106-73-0 39
Abundance Scan 800 (10.231 min): BF076770.D (-793) (-) m/z 74.00 100.00%
74
5000 Nv_~_ﬂ_~\—)//QX4AAv_A,,MA,«
87
101 UL SN SN BRSO
||| ‘“ s | || ] w1 10.00 10.20 10.40 10.60 _
rrprrer e e e e m/z 55.10 29.63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19999: 2-Methylheptanoic acid W
74
5000 RRALN SRR BRI IUURIN B
10,00 1020 1040 10.60
87 m/z 41.10 27 .07%
al 57 101
| ‘ i ‘ 115 144
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
74
10,00 10.20 10.40 10,60 _
5000 m/z 57.10 23.06%
43 87
29 55
15 65 101 115 130
mmmwﬁwwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4185: Butanoic acid, 2-methyl- R AR RREES S
74 10.00 10.20 10.40 10.60
m/z 43.10 22.78%
29 57
41
5000
87 ufffMA/l/NAfb/r//f
ST | O | 102
m/z--> 10 20 30 45 éo eb 70 80 90 100 110 120 130 140 150 10,00 1020 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010715\
Data File : BFO76770.D

Aca On : 7 Jan 2015 18:39

Operator =: 1Z / TP

Sample : 6G1022-03

Misc oW

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121714_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 Hexanoic acid, 2-ethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.72 285.11 ng 8636290 Naphthalene-d8 11.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 83
2 Butanoic acid. 2-ethvl-. 1.2.3-p... 386 C21H3806 056554-54-2 40
3 Propanoic acid. 3-hvdroxv-2-meth... 118 C5H1003 042998-03-8 38
4 Heptanoic acid. 2-ethvl- 158 C9H1802 003274-29-1 32
5 Hexanamide, 6-(heptyloxy)- 229 C13H27NO2 055191-08-7 28
Abundance Scan 843 (10.722 min): BF076770.D (-815) (-) m/z 73.00 100.00%
7B
o //\/M
101 AU RS
Jb \ | | 129 10.40 10.60 10.80 11.00
A m/z 88.10 69.44%
m/z--> 50 100 150 200 250 300 350
Abundance #20007: Hexanoic acid, 2-ethyl-
73
5000
41 10.40 10.60 10.80 11.00
‘ 101 m/z 57.10 44 .84%
|15| H: H‘l”' ‘ﬁ‘: ‘\I I‘ |H|12|9| —— — T —
m/z--> 50 100 150 200 250 300 350
Abundance
43 88
10.40 10.60 10.80 11.00
5000 71 m/z 41.10 37 .52%
109 135155173 214 242 272 204313 355
m/z--> 50 100 150 200 250 300 350
Abundance #8472: Propanoic acid, 3-hydroxy-2-methyl-, methyl ester A B
il a8 10.40 10.60 10.80 11.00
57 m/z 55.10 28.60%
5000 qx/\/b////,/»//f~ffﬂ\vq/[W//h
m/z--> 50 100 150 200 250 300 350 10.40 10.60 10.80 11.00

8270-BF121714_.M Thu Jan 08 15:20:44 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010715\
Data File : BFO76770.D

Aca On : 7 Jan 2015 18:39

Operator =: 1Z / TP

Sample : 6G1022-03

Misc oW

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121714_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 Butanoic acid, 3-methyl-, 1... Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
11.26 105.54 ng 3196810 Naphthalene-d8 11.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Butanoic acid. 3-methvl-. 1l-meth... 144 C8H1602 032665-23-9 37

2 Nonanoic acid 158 C9H1802 000112-05-0 35
3 N.N"-Diacetvlethvlenediamine 144 C6H12N202 000871-78-3 22
4 4-Ethyl-4-methvl-1-hexene 126 C9H18 090674-67-2 14
5 Hexanoic acid, 6-bromo- 194 C6H11Bro02 004224-70-8 12
Abundance Scan 890 (11.259 min): BF076770.D (-885) (-) m/z 69.10 100.00%

43
5000
11.00 11.20 11.40 11.60
aRaasarsanaasassl m/z 85.10 76.06%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #20145: Butanoic acid, 3-methyl-, 1-methylethyl ester
43
60 85
5000
11.00 11.20 11.40 11.60
27 103 m/z 60.00 75.91%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
60 73
a1 11.00 11.20 11.40 11.60
5000 m/z 73.00 68.42%
29 115 29
87 98 L
15 51 158
WWWWTWWWWWWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #19715: N,N-Diacetylethylenediamine L B A
43 85 11. OO 11. 20 11.40 11.60

m/z 55.10 66.91%

73
5000
| 51 ‘\ L, 101 127 144

m/z-->

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

11.00 11. 20 11. 40 11. 60

8270-BF121714_.M Thu Jan 08 15:20:45 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010715\
Data File : BFO76770.D

Aca On : 7 Jan 2015 18:39

Operator =: 1Z / TP

Sample : 6G1022-03

Misc oW

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121714_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 Phthalic anhydride Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.96 90.24 ng 2733460 Naphthalene-d8 11.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic anhvdride 148 C8H403 000085-44-9 91
2 Bicvclol4.2.0locta-1.3.5-triene-... 132 C8H402 006383-11-5 83
3 1.2-Benzenedicarboxvlic acid 166 C8H604 000088-99-3 83
4 Phthalic acid. monoethvl ester 194 C10H1004 002306-33-4 72
5 N-[2-Acetamidoethylthio]phthalimide 264 C12H12N203S 025158-14-9 72
Abundance Scan 1039 (12.962 min): BFO7677(DO.D (-1035) (-) m/z 104.00 100.00%
104
76
5000 50
e
38 60 113 148 12.60 12.80 13.00 13.20
...,....,....,...!,.'...-,:.-.'.i...‘??.”'..,..5.‘.7,.?.‘?,. | 2d12018r | m/z 76.00  78.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #22148: Phthalic anhydride
104
76
5000 148 AU ARG
50 12.60 12.80 13.00 13.20
a8 m/z 50.10 35.59%
16 28 L 61 | 8492
m/z--> 10 20 §0 40 50 60 fo 80 90 100 110 120 130 140 1%0 160
Abundance
® 104
50 12.60 12.80 13.00 13.20
5000 m/z 74.00 22.16%
28 132
26 61 85
mmwmmwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #33670: 1,2-Benzenedicarboxylic acid T T T TR
12.60 12.80 13.00 13.20
m/z 73.00 16.55%
- AJW/LM
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 1260 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010715\
Data File : BFO76770.D

Aca On : 7 Jan 2015 18:39

Operator =: 1Z / TP

Sample : 6G1022-03

Misc oW

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121714_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 Cyclohexane, 1,1"-(1,2-dime... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.32 61.80 ng 1314960 Acenaphthene-d10 15.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1"-(1.2-dimethvl-_... 222 C16H30 074663-71-1 50
2 Cvclohexane. 1.2.4-trimethvl- 126 C9H18 002234-75-5 38
3 Cvclohexane. 1l-ethvl-1.4-dimethyv... 140 C10H20 062238-32-8 35
4 4-Octanol. 2.7-dimethvl- 158 C10H220 019781-11-4 35
5 Cyclooctane, (1-methylpropyl)- 168 C12H24 016538-89-9 35
Abundance Scan 1070 (13.317 min): BF076770.D (-1063) (-) m/z 69.10 100.00%
55 69
83 111
5000
129
‘ 97 e e A B
13.00 13.20 13.40 13.60
..,....,....|;l.-|..,-.':!:',-...'I::I..,':!.|!,.-.-.|! ,'....,:~.|:.1ﬁ1...;-...1.3,9....,1.?‘.‘.,.. m/z 43.10 94.93%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #71137: Cyclohexane, 1,1'-(1,2-dimethyl-1,2-ethanediyl)bis-
69
55
5000 41 8 111 UL SRR BN SRR
13.00 13.20 13.40 13.60
o8 97 m/z 55.10 86 .59%
'W"'W""P'"P"'P"'I”"I”"I”"I”"I'”'}?ﬁ'l"}i?"ﬁ"'ﬁ"
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
55 69
111 . j
41 I I I I I
13.00 13.20 13.40 13.60
5000 m/z 41.10 82 .65%
27 126
84 o7

mmmwmﬁmmwﬁm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #17407: Cyclohexane, 1-ethyl-1,4-dimethyl-, trans- B Emms B

69 13.00 13.20 13.40 13.60
m/z 83.10 68.29%
55 111
5000
41
29 83
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010715\
Data File : BFO76770.D

Aca On : 7 Jan 2015 18:39

Operator =: 1Z / TP

Sample : 6G1022-03

Misc oW

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121714_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 Propanedioic acid, propyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.92 235.62 ng 5013440 Acenaphthene-d10 15.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanedioic acid. propvl- 146 C6H1004 000616-62-6 50
2 Hexanoic acid 116 C6H1202 000142-62-1 50
3 Pentanoic acid. 3-methvl- 116 C6H1202 000105-43-1 43
4 Octanoic Acid 144 C8H1602 000124-07-2 42
5 Nonanoic acid 158 C9H1802 000112-05-0 42

Abundance Scan 1123 (13.922 min): BF076770.D (-1106) (-) m/z 60.00 100.00%

ep
73

5000

e~

13.60 13.80 14.00 14.20
m/z 73.00 82.25%

mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 ) )
Abundance #20912: Propanedioic acid, propyl-
44 60
5000 73
13.60 13.80 14.00 14.20
29 m/z 41.10 50.77%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
60
_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—r
13.60 13.80 14.00 14.20
5000 S 73 m/z 55.10 50.77%
87
50 99
mmmmwﬁmmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #7890: Pentanoic acid, 3—methy|— B L L B R
60 13.60 13.80 14.00 14.20
m/z 57.10 44 .81%
5000
41
87
ll|llll|llll|llll|llll llll ||||||||| llllllllllllll TTTT llll|llll|llll|llll|ll _l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—r
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010715\
Data File : BFO76770.D

Aca On : 7 Jan 2015 18:39

Operator =: 1Z / TP

Sample : 6G1022-03

Misc oW

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121714_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 Decanedioic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.65 242.92 ng 5377680 Phenanthrene-d10 17.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decanedioic acid 202 C10H1804 000111-20-6 87
2 trans-2-Methvl-4-n-butvlthiane. ... 204 C10H2002S 1000215-67-8 25
3 Heptanedioic acid 160 C7H1204 000111-16-0 22
4 2(5H)-Furanone. 5-methvl- 98 C5H602 000591-11-7 18
5 2-l1sopropyl-1,3-oxazol-2-ine 113 C6H11NO 010431-99-9 15
Abundance Scan 1449 (17.649 min): BF076770.D (-1429) (-) m/z 55.10 100.00%
g5
98

5000

125138

17.40 17.60 17.80 18.00
m/z 98.10 66.59%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #56969: Decanedioic acid
55 98
41
5000 84 125]_38 LI L L L B
166 17.40 17.60 17.80 18.00
7 m/z 59.95 51.59%
‘\H \H Ll ! 185
(I (N
...|....|... T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
55
70
83 17.40 17.60 17.80 18.00
5000 m/z 41.10 45.68%
98
112 138
187 204
wmﬁwwmwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #29585: Heptanedioic acid L L L
5 17.40 17.60 17.80 18.00
83 114 m/z 84.05 38.86%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.40 17. 60 17. 80 18.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010715\
Data File : BFO76770.D

Aca On : 7 Jan 2015 18:39

Operator =: 1Z / TP

Sample : 6G1022-03

Misc oW

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121714_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 1,2-Benzenedicarboxylic aci... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.04 118.02 ng 2612690 Phenanthrene-d10 17.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Benzenedicarboxvlic acid. mo... 222 C12H1404 000131-70-4 83
2 7-Methvilthienol3.2-blpvridine 149 C8H7NS 013362-83-9 64
3 1.2-Benzenedicarboxvlic acid. mo... 278 C16H2204 004376-20-9 56
4 m-Tolvl isothiocvanate 149 C8H7NS 000621-30-7 50
5 1,2-Benzenedicarboxylic acid, bu... 334 C20H3004 000085-69-8 50

Abundance Scan 1483 (18.037 min): BFO76770.D (-1476) (-) m/z 149.00 100.00%

149
5000

41 %9 105 127 1780 18,00 18.20 18.40

167
e b JO TS ) 228 7z 65.00  14.66%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #70516: 1,2-Benzenedicarboxylic acid, monobutyl ester
149
5000

17.80 18.00 18.20 18.40
m/z 105.00 10.62%

167
41 65 g4 105122455 7 205 222
SR OPSPURY NEOPY SP hra .“2 N ER .-~ S —
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
149
_'_'_'_'—I_'_'_'_'—I_'_'_'_'—I_'_'_'_'—I_'_'_r

17.80 18.00 18.20 18.40
5000 m/z 150.00 9._.73%

o

44 6377 96 122
memmwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105070: 1,2-Benzenedicarboxylic acid, mono(2-ethylhexyl) ... i EEER R s S
149 17.80 18.00 18.20 18.40

m/z 93.00 7.89%

5000
167
‘ 112
27 J‘ \q | ke \ O] H132 \ 185199213 228242256 278
i WA o e LS

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010715\
Data File : BFO76770.D

Aca On : 7 Jan 2015 18:39

Operator =: 1Z / TP

Sample : 6G1022-03

Misc oW

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121714_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 1,3-Dioxane-5-methanol, 5-e... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
18.20 36.94 ng 817826 Phenanthrene-d10 17.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Dioxane-5-methanol. 5-ethyl-... 222 C13H1803 022251-63-4 86
2 Benzeneacetic acid. .alpha.-hvdr... 222 C13H1803 020309-57-3 53
3 Benzeneacetic acid. .alpha.-hvdr... 180 C10H1203 000774-40-3 43
4 Benzenemethanol. .alpha.-propvl- 150 C10H140 000614-14-2 38
5 1,2-Ethanediol, 1-phenyl- 138 C8H1002 000093-56-1 38
Abundance Scan 1497 (18.197 min): BF076770.D (-1495) (-) m/z 107.00 100.00%
107 221
57
79
5000
41 |"“|"'w""w"'w4
01 123 145 173 | 17.80 18.00 18.20 18.40 18.60
s b e || m/Zz 105.00  93.92%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #70647: 1,3-Dioxane-5-methanol, 5-ethyl-2-phenyl-
107
221
5000 77 I L L L B B B B L L
17.80 18.00 18.20 18.40 18.60
31 51 13 145 m/z 221.10  87.04%
‘.H. -U‘* .“l“a“ﬁ?‘l“‘l “i”" %Ill‘ [ I\\I _— | - -1-7:-3| 194 -
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
107
17.80 18.00 18.20 18.40 18.60
5000 m/z 57.05 75.59%
79
41
55 68 9 118 136 152 176 206 222
m/z--> ﬁo Jo 65 85 160 150 140 160 1éo 260 250
Abundance #42321: Benzeneacetic acid, .alpha.-hydroxy-, ethyl ester e e e e e
107 17.80 18.00 18.20 18.40 18.60
m/z 79.10 59.30%
5000 &
29 51
‘u 0 63 | a1 ‘m 118 135147 164 180
TTrrprrrr[yrrrir|{rrrr[rrr1r[rrr1rr[1rrrr[rrrr[rrrr[rrrr[rrrr —rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
m/z--> 2'0 4'0 6|O 8IO 1(')0 150 140 160 15';0 2(')0 250 17.80 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010715\
Data File : BFO76770.D

Aca On : 7 Jan 2015 18:39

Operator =: 1Z / TP

Sample : 6G1022-03

Misc oW

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121714_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 Benzoic acid, 2-(1-oxopropyl)- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
19.74 82.77 ng 1757730 Chrysene-di12 21.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. 2-(l1-oxopropvl)- 178 C10H1003 002360-45-4 53
2 1.2-Benzenedicarboxvlic acid. mo... 278 C16H2204 004376-20-9 52
3 Benzene. l-isothiocvanato-4-methvl- 149 C8H7NS 000622-59-3 50
4 1.2-Benzenedicarboxvlic acid. mo... 222 C12H1404 000131-70-4 50
5 m-Tolyl isothiocyanate 149 C8H7NS 000621-30-7 50

Abundance Scan 1632 (19.740 min): BF076770.D (-1630) (-) m/z 149.00 100.00%
149
5000
70
41 167 19.40 19.60 19.80 20.00
,....-,'u..'!' Lkt '-.' 19‘1.,"..1.3??. 28| mM/Z 70.10 22.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #40826: Benzoic acid, 2-(1-oxopropyl)-
149 ?
5000
19.40 19.60 19.80 20.00
5 %0 m/z 150.00 11.62%
93 121
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
149
19.40 19.60 19.80 20.00
5000 m/z 65.00 11.52%
70 167
4l 55 93 112
27 132 185199213 228242256 278
memmmwwwm
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #22529: Benzene, 1-isothiocyanato-4-methyl- T T
g1 149 19.40 19.60 19.80 20.00
m/z 55.10 10.31%
5000 _ﬂ\,-A”",//AqkVAAfXK\NANM_
65
51
|""|"H"|‘HHM ‘H 1??:}?}}?:4:“” R B e ER L H L e L o A
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19. 40 19. 60 19. 80 20.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010715\
Data File : BFO76770.D

Acq On : 7 Jan 2015 18:39

Operator - 1Z / TP

Sample : G1022-03

Misc W

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121714_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-Heptanone, 6-me... 7.73 50.1 ng 1307240 1 8.14 521642 20.0
Acetic acid, trif._._. 7.78 96.9 ng 2526750 1 8.14 521642 20.0
unknown? .86 7.86 44.5 ng 1161180 1 8.14 521642 20.0
2-Octanol, (S)- 8.04 372.2 ng 9706640 1 8.14 521642 20.0
(S)-3-Ethyl-4-met... 8.37 42.7 ng 1113740 1 8.14 521642 20.0
1-Hexanol, 2-ethyl- 8.55 610.3 ng 15918100 1 8.14 521642 20.0
2-Pentyn-1-ol 8.78 57.1 ng 1490160 1 8.14 521642 20.0
unknown10.13 10.13 63.3 ng 1916330 2 11.04 605821 20.0
2-Methylheptanoic... 10.23 42.6 ng 1291240 2 11.04 605821 20.0
Hexanoic acid, 2-... 10.72 285.1 ng 8636290 2 11.04 605821 20.0
Butanoic acid, 3-... 11.26 105.5 ng 3196810 2 11.04 605821 20.0
Phthalic anhydride 12.96 90.2 ng 2733460 2 11.04 605821 20.0
Cyclohexane, 1,1"... 13.32 61.8 ng 1314960 3 15.19 425546 20.0
Propanedioic acid... 13.92 235.6 ng 5013440 3 15.19 425546 20.0
Decanedioic acid 17 .65 242.9 ng 5377680 4 17.90 442754 20.0
1,2-Benzenedicarb... 18.04 118.0 ng 2612690 4 17.90 442754 20.0
1,3-Dioxane-5-met... 18.20 36.9 ng 817826 4 17.90 442754 20.0

5

Benzoic acid, 2-(... 19.74 82.8 ng 1757730 21.39 424702 20.0
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