LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120415\
Data File : BF083516.D

Aca On : 5 Dec 2015 15:56

Operator : UM/I1Z

Sample : 64588-13

Misc :

ALS Vial : 19 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-BF120415.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 2.555 74 76 82 rBv 45872 82483 1.61% 0.197%
2 3.584 165 166 174 rBV 190226 339742 6.63% 0.813%
3 3.790 181 184 194 rVB5 11833 51534 1.01% 0.123%
4 4.030 203 205 218 rBVY 1465450 1924927 37.59% 4.604%
5 5.321 315 318 325 rBV 827957 1541410 30.10% 3.686%
6 5.459 327 330 337 rVV 3062508 3719858 72.64% 8.896%
7 5.584 337 341 344 rVB2 25500 55371 1.08% 0.132%
8 5.767 354 357 365 rVB 836253 1030691 20.13% 2.465%
9 5.904 365 369 371 rBV 34683 55898 1.09% 0.134%
10 5.984 373 376 381 rVB 2605269 3157458 61.66% 7 .551%
11 6.373 408 410 415 rBV2 422104 891075 17.40% 2.131%
12 6.510 418 422 426 rBV5 35312 77045 1.50% 0.184%
13 6.590 426 429 432 rBVY 1857316 2842741 55.51% 6.799%
14 6.807 443 448 452 rBV6 28933 86918 1.70% 0.208%
15 6.944 456 460 467 rVB3 52947 152413 2.98% 0.365%
16 7.047 467 469 470 rBV 35072 54339 1.06% 0.130%
17 7.082 470 472 475 rVB 41292 62451 1.22% 0.149%
18 7.242 484 486 488 rBV 49977 78057 1.52% 0.187%
19 7.447 502 504 509 rvVv 73847 162460 3.17% 0.389%
20 7.573 513 515 518 rvv4 36353 80272 1.57% 0.192%

21 7.664 521 523 528 rvVv 871020 1351791 26.40% 3.233%
22 7.756 528 531 536 rvB2 58887 119947 2.34% 0.287%
23 7.973 548 550 553 rvB 204317 269733 5.27% 0.645%
24 8.122 561 563 565 rBvV 127672 178765 3.49% 0.428%
25 8.167 565 567 569 rvB 80747 102266 2.00% 0.245%

26 8.362 578 584 588 rBV5 45633 165748 3.24% 0.396%
27 8.442 588 591 594 rvv4 52420 168556 3.29% 0.403%
28 8.499 594 596 602 rVB 55610 97226 1.90% 0.233%
29 8.910 628 632 636 rBv2 32069 78239 1.53% 0.187%
30 9.002 638 640 645 rBvV 105591 228294 4._46% 0.546%

31 9.093 645 648 653 rvB7 22022 68501 1.34% 0.164%
32 9.253 657 662 664 rBV6 31626 106096 2.07% 0.254%
33 9.299 664 666 669 rBv2 99710 135534 2.65% 0.324%
34 9.413 673 676 679 rBV 3454432 5120672 100.00% 12.247%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120415\
Data File : BF083516.D

Aca On : 5 Dec 2015 15:56

Operator : UM/I1Z

Sample : 64588-13

Misc :

ALS Vial : 19 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-BF120415.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 9.630 693 695 697 rBv2 35636 51621 1.01% 0.123%

36 9.665 697 698 704 rVvB4 57955 122026 2.38% 0.292%
37 9.916 717 720 722 rBV 62888 95376 1.86% 0.228%
38 10.099 733 736 739 rVB 144548 194642 3.80% 0.466%
39 10.453 765 767 771 rBV 914237 1526712 29.81% 3.651%

40 10.568 774 777 779 rVB3 34448 57052 1.11% 0.136%
41 10.636 780 783 785 rBV3 24843 53969 1.05% 0.129%
42 10.830 797 800 802 rvB4 37223 62443 1.22% 0.149%
43 10.945 808 810 812 rBV 52676 86487 1.69% 0.207%
44 11.139 825 827 829 rvv2 32257 51801 1.01% 0.124%
45 11.242 834 836 839 rvv2 37005 55413 1.08% 0.133%

46 11.493 856 858 863 rBV5 60867 131652 2.57% 0.315%
47 11.745 877 880 883 rBV 1958813 2822765 55.12% 6.751%
48 11.951 896 898 901 rVvB 48634 65000 1.27% 0.155%
49 12.133 912 914 917 rVB 68949 102629 2.00% 0.245%
50 12.191 917 919 922 rBV2 95775 203402 3.97% 0.486%

51 12.351 931 933 937 rBvV2 53077 110247 2.15% 0.264%
52 12.419 937 939 942 rVB3 68975 110980 2.17% 0.265%
53 12.488 943 945 948 rBV 99448 140686 2.75% 0.336%
54 12.648 956 959 962 rVB 148916 247606 4.84% 0.592%
55 12.774 968 970 974 rVB 251389 421465 8.23% 1.008%

56 12.854 974 977 980 rBV 1061477 1301054 25.41% 3.112%
57 13.391 1021 1024 1029 rBV2 182888 327254 6.39% 0.783%
58 13.596 1040 1042 1043 rBV2 44696 53754 1.05% 0.129%
59 13.917 1067 1070 1074 rBV2 266588 424081 8.28% 1.014%
60 14.728 1138 1141 1146 rVB 524759 854258 16.68% 2.043%

61 15.105 1172 1174 1179 rVB 65735 92605 1.81% 0.221%
62 15.185 1179 1181 1191 rVB 292489 541128 10.57% 1.294%
63 15.482 1204 1207 1210 rBV 2441258 3905579 76.27% 9.341%
64 16.305 1276 1279 1280 rBV 41955 57597 1.12% 0.138%
65 16.534 1297 1299 1302 rBV 688739 852050 16.64% 2.038%

66 16.980 1336 1338 1341 rBV 62344 109129 2.13% 0.261%

67 17.048 1341 1344 1348 rVV 645675 1021792 19.95% 2.444%

68 17.323 1366 1368 1372 rVB3 51191 73991 1.44% 0.177%

69 18.671 1484 1486 1491 rVB 709668 846580 16.53% 2.025%
Sum of corrected areas: 41813337
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF120415\

BF083516.D

5 Dec 2015 15:56

umsiz

G4588-13

19 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF120415.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF083516.D
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4.03

5.32

2.56 A 3.79

5.77

5.58)| 5.9

5.98
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6.37

6.3] 6.80.99053.247.4p

0
Time-->
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T T
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I
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T
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I I
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3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF083516.D
41

11.74

12.85

Time--> 8.

9.50 10.00

10.50 11.00 11.50 12.00

12.50

13.00 13.50 14.00 14.50 15.00

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

0

1

TIC: BF083516.D

15.48

16.53 17.05 18.67

16.31 16. 17.32

Time-->

15.50

16.00 16.50 17.00

17.50 18.00 18.50 19.00

19.50

20.00 20.50

21.00 21.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120415\
Data File : BF083516.D

Aca On : 5 Dec 2015 15:56

Operator : UM/I1Z

Sample : 64588-13

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.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 Propane, 2-methyl-2-(1-meth... Concentration Rank 7

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

3.58 6.59 ng 339742 1,4-Dichlorobenzene-d4 5.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2-methvl-2-(l-methvleth... 116 C7H160 017348-59-3 53
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 3-Hexanol 102 C6H140 000623-37-0 33
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33

Abundance Scan 166 (3.584 min): BF083516.D (-165) (-) m/z 43.10 100.00%

43.1
59.1
5000
=rTTrTrTyTrTeT
1011

3.20 3.40 3.60 3.80 4.00
O e SEO L 88 | m/z 59.10  53.80%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)-
59.0

5000 R R
320 340 3.60 3.80 4.00

41.0
m/z 58.10 14 .75%
29.0 101.0
o 1ll.500 [ 730  86.0 |
L T N N
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
R RAm e AR
3.20 3.40 3.60 3.80 4.00
5000 59.0 m/z 101.10 13.00%
31.0 83.0 93.0 101.0
o RSPV SRS T4 NSRS | MENSE vucl. :5 I N
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- e R

59.0 3.20 3.40 360 380 400
m/z 41.10 8.55%

5000 41.0
31.0
‘ 69.0 87.0
ol 150 M sl | | 980

m/z--> 10 20 40 50 60 70 80 90 100 110 3. 20 3.40 360 3.80 400
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120415\
Data File : BF083516.D

Aca On : 5 Dec 2015 15:56

Operator : UM/I1Z

Sample : 64588-13

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.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 Cyclopropane, pentyl- Concentration Rank 3

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

6.37 17.29 ng 891075 1,4-Dichlorobenzene-d4 5.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropane. pentvl- 112 C8H16 002511-91-3 86
2 Formic acid. octvl ester 158 C9H1802 000112-32-3 86
3 1-Octanol 130 C8H180 000111-87-5 83
4 1-Heptene 98 C7H14 000592-76-7 64
5 Heptanol 116 C7H160 053535-33-4 59

Abundance Scan 410 (6.373 min): BF083516.D (-408) (-) m/z 56.10 100.00%
411 54.1
69.1
5000
84.0
6.00 6.20 6.40 6.60
o 9.2 129 m/z 41.10 93.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #6514: Cyclopropane, pentyl-
56.0
42.0 70.0
5000
83.0 6.00 6.20 6.40 6.60
m/z 55.10 88.23%
0 1 ‘ \‘ | | 9?'0 11\2.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
56.0 0.0
41.0 84.0 6.00 6.20 6.40 6.60
5000 m/z 43.10 71.72%
o 97.0 112.0 159.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #13174: 1-Octanol S BBEE BRI
410 560 6.00 6.20 6.40 6.60
' m/z 69.10 56 .53%
70.0
5000 84.0
29.0
0 150 ‘\ ‘ m 1 \‘ ‘ I 970 1120
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\BF120415\
Data File : BF083516.D

Aca On : 5 Dec 2015 15:56

Operator : UM/I1Z

Sample : 64588-13

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.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 unknown6.94 Concentration Rank 19

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

6.94 2.25 ng 152413 Naphthalene-d8 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-Pvran. tetrahvdro-2-methvl- 100 C6H120 010141-72-7 27
2 2-Oxepanone. 7-hexvl- 198 C12H2202 016429-21-3 27
3 Butvl alvcolate 132 C6H1203 007397-62-8 27
4 2-Methvl-2-pentvl methviphosphon... 182 C7H16F02P 1000216-67-8 27
5 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 22

Abundance Scan 460 (6.944 min): BF083516.D (-456) (-) m/z 73.00 100.00%
411 74.0
57.1
5000
88.0
109.1 128.0 '6.60 6.80 7.00 7.20
0! m/z 41.10 99.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3865: 2H-Pyran, tetrahydro-2-methyl-
85.0
41.0
5000 56.0 IS SRS S A

6.60 6.80 7.00 7.20
100.0 m/z 85.10 66.61%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
550 85.0

6.60 6.80 7.00 7.20

o

5000 m/z 69.10 59.77%
113.0
. 39,0 [ 128.0 162.0 180.0 198.0
L L L o e i LA B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13788: Butyl glycolate B BEmmEmEs B
57.0 6.60 6.80 7.00 7.20

m/z 57.10 58.18%

5000 41.0
87.0

ZGHL I I 116.0131.0

T N bbbt A Al saa

m/z--> 20 40 60 80 100 120 140 160 180 200 6.60 6.80 7.00 7.20

8270-BF120415.M Mon Dec 07 12:16:57 2015 Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120415\
Data File : BF083516.D

Aca On : 5 Dec 2015 15:56

Operator : UM/I1Z

Sample : 64588-13

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.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

o

Peak Number 6 Octanoic Acid Concentration Rank 18

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

7.45 2.40 ng 162460 Naphthalene-d8 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octanoic Acid 144 C8H1602 000124-07-2 64
2 Hexanoic acid 116 C6H1202 000142-62-1 47
3 Heptanoic acid 130 C7H1402 000111-14-8 42
4 Propanedioic acid. propvl- 146 C6H1004 000616-62-6 38
5 Butanoic acid 88 C4H802 000107-92-6 38

Abundance Scan 504 (7.447 min): BF083516.D (-502) (-) m/z 60.05 100.00%
60.0
43.1 730
5000
107.1 A

85.1 L LS BULELL R

I ‘ ||| | | 1220 00 720 7.40 7.60 7.80
el ol Tl 80 505 66. 89%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19985: Octanoic Acid
60.0
73.0
43.0

5000 270 . |||||||||||||||||||||||
' 7.20 7.40 7.60 7.80
850 1010 m/z 43.10 59.62%
Ohegrrgrtro bbb H0.1290 1440
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
60.0
B
7.20 7.40 7.60 7.80
5000 73.0 m/z 41.10 43.07%
270 0 87.0
ol 150 99.0 116.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #12980: Heptanoic acid R AR RRRES T
60.0 7.20 7.40 7.60 7.80
m/z 55.05 40.64%
5000 73.0
41.0
27.0 870
ol 150 " \H\ dod ] 1901130 1300
L L e e AR T B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120415\
Data File : BF083516.D

Aca On : 5 Dec 2015 15:56

Operator : UM/I1Z

Sample : 64588-13

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.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 unknown7.97 Concentration Rank 11

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

7.97 3.99 ng 269733 Naphthalene-d8 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6-Octadien-1-ol. 3.7-dimethvl-... 182 C11H1802 000105-86-2 37
2 Methanone. dicvclopropvl- 110 C7H100 001121-37-5 35
3 2.6-Octadiene. 4-methvl- 124 C9H16 074498-94-5 35
4 1.6-Octadiene. 3.5-dimethvl-. tr... 138 C10H18 074630-87-8 35
5 2-Octene, 2-methyl-6-methylene- 138 C10H18 010054-09-8 32

Abundance Scan 550 (7.973 min): BF083516.D (-548) (-) m/z 69.10 100.00%
41.1 69.1
5000 551 ,ﬂﬁ\__J/\~N~\_N_»~,,~
9411081 136.1 T T T T
| 82.1 | 1221 150.2 7.60 7.80 8.00 8.20
Olerprrrrrrrrerrrr el el :,,,:, m/z 41.10 89.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #43888: 2,6-Octadien-1-ol, 3,7-dimethyl-, formate, (E)-
41.0 69.0
5000 A R L I I
7.60 7.80 8.00 8.20
530 m/z 55.10 38.24%
0 1 ‘\ | 8%0 93\0 107012:\[0 13?0
mz> 1020 30 40 50 60 70 80 90 100 110 120 190 140 1%0
Abundance
69.0
410 750 780 00 820
5000 m/z 94.10 23.78%
. 15.0 27.0 55.0 82.0 g5 1100
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #10322: 2,6-Octadiene, 4-methyl-
69.0 7.60 7.80 8.00 8.20
41.0 m/z 108.10 21.88%
5000
55.0
. 2r0 7 | 820 950 109.0 1240
m/z--> 10 20 30 4'0 50 60 70 80 90 1(')0 11'0 120 130 140 150 760 7.80 8.00 820
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120415\
Data File : BF083516.D

Aca On : 5 Dec 2015 15:56

Operator : UM/I1Z

Sample : 64588-13

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.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 2-Propanol, 1-[1-methyl-2-(... Concentration Rank 15

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

8.12 2.64 ng 178765 Naphthalene-d8 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanol. 1-Tl1l-methvl-2-(2-pro... 174 C9H1803 055956-25-7 78
2 2-Propanol. 1.1"-I(1-methvl-1.2-... 192 C9H2004 001638-16-0 72
3 1-Propanol. 2-(2-hvdroxvpropoxv)- 134 C6H1403 000106-62-7 72
4 Propane. 1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 64
5 2-Pentanol, 2,3-dimethyl- 116 C7H160 004911-70-0 64

Abundance Scan 563 (8.122 min): BF083516.D (-561) (-) m/z 59.05 100.00%
5d.0
5000 p
H 1034 7.80 8.00 8.20 8.40
83.0 135.0 : : : :
0 ...,...HMLﬁAM..n.,nu.ur[...,..m,....,...., m/z 41.10 19.39%
m/z--> 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 AR RSN R R
103.0 7.80 8.00 8.20 8.40
m/z 103.10 18.89%
o 270 | || 730 g7 1170 143.0 159.0 174.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance
59.0
780 8.00 820 840
5000 m/z 57.10 15.78%
103.0
310 450 117.0
ol 258 bl 4 730 890 | T - amo 1610
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14598: 1-Propanol, 2-(2-hydroxypropoxy)- R AN
59.0 7.80 8.00 8.20 8.40
m/z 45.05 13.58%
5000
810 45.0 103.0
0 150 . 75.0 89.0 117.0 134.0
m/z--> 20 40 60 80 100 120 140 160 180 780 8.00 820 840
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120415\
Data File : BF083516.D

Aca On : 5 Dec 2015 15:56

Operator : UM/I1Z

Sample : 64588-13

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown8.36

Concentration Rank 17

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

8.36 2.45 ng 165748 Naphthalene-d8 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Aziridinone. 1l-tert-butvl-3-(1... 223 C14H25NO 026944-18-3 37
2 1-(TrimethvisilvD)-1-propvne 112 C6H12Si 006224-91-5 27
3 Z-3.4.4-Trimethvl-2-pentene 112 C8H16 039761-64-3 27
4 2-Cvclohexen-1-ol. 3-methvl- 112 C7H120 021378-21-2 16
5 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 16

Abundance Scan 584 (8.362 min): BF083516.D (-578) (-) m/z 97.10 100.00%
R U U
8.00 8.20 8.40 8.60
o} m/z 55.10 62.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71628: 2-Aziridinone, 1-tert-butyl-3-(1-methylcyclohepty!l)-
58.0
97.0
5000 AR AR AR AR
800 8.0 8.40 8.60
m/z 41.10 61.97%
o0 [ o R0 amo s
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
97.0
800 820 840 860
5000 m/z 43.10 53.72%
430 690
o <= O P PP N o —
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #6587 Z-3,4,4- TrlmethyIZpentene LA L L L L B L N N B
55.0 97.0 8.00 8.20 8.40 8.60
m/z 111.10 51.72%
5000
27.0 ‘ ‘790
0'“l'L'ihd'w“'ﬂ"““'“'l“"w"'"“ [rTrrrrrrrrrT AR U U
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.00 8.20 8.40 8.60

8270-BF120415.M Mon Dec 07 12:17:00 2015

Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120415\
Data File : BF083516.D

Aca On : 5 Dec 2015 15:56

Operator : UM/I1Z

Sample : 64588-13

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.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 unknown8.44 Concentration Rank 16

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

168556 Naphthalene-d8

MW  MolForm
1 4-Amino-6-hvdroxvpvrimidine 111 C4H5N30 001193-22-2 43
2 2-Thiophenecarboxvlic acid hvdra... 142 C5H6N20S 002361-27-5 38
3 Cvclohexane. 1.4-dimethvl-2-octa... 364 C26H52 055282-02-5 37
4 2-Thiophenecarboxvlic acid. 2-pe... 338 C20H3402S 1000280-66-4 28
5 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 25

Abundance Scan 591 (8.442 min): BF083516.D (-588) (-) m/z 111.05 100.00%
43.1 111.1
5000
‘l 811 | 154.1 8.20 8.40 8.60 8.80
ol ol e m/z 43.10 81.86%
m/z--> 50 100 150 200 250 300 350
Abundance #5906: 4-Amino-6-hydroxypyrimidine
111.0
5000 68.0 B —
8.20 8.40 8.60 8.80
400 m/z 55.10 31.64%
o-—ryr——
m/z--> 50 100 150 200 250 300 350
Abundance
111.0
R EEARE R R
8.20 8.40 8.60 8.80
5000 m/z 85.10 28.53%
39.0
83.0 142.0
S e S S
m/z--> 50 100 150 200 250 300 350
Abundance #146471: Cyclohexane, 1,4-dimethyl-2-octadecy!- L e e
111.0 8.20 8.40 8.60 8.80
m/z 84.10 19.58%
41,0
0 ‘w | | . . | 139.0169.01080  252.0280.0 323.0 364.0
e e e R EEARE R R
m/z--> 50 100 150 200 250 300 350 8.20 8.40 8.60 8.80

8270-BF120415.M Mon Dec 07 12:17:01 2015

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120415\
Data File : BF083516.D

Aca On : 5 Dec 2015 15:56

Operator : UM/I1Z

Sample : 64588-13

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.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 unknown9.00 Concentration Rank 13

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

9.00 3.38 ng 228294 Naphthalene-d8 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butenoic acid. 2-propenvl ester 126 C7H1002 020474-93-5 40
2 2-Butenoic acid. ethvl ester. (E)- 114 C6H1002 000623-70-1 40
3 2-Butenoic acid. ethvl ester 114 C6H1002 010544-63-5 38
4 Ethvl cvclopropanecarboxvlate 114 C6H1002 004606-07-9 38
5 2-Butenoic acid, 2-propenylidene... 210 C11H1404 055030-70-1 38

Abundance Scan 640 (9.002 min): BF083516.D (-638) (-) m/z 69.10 100.00%
69.1
5000
41.1
87.1 103.1 NSRS RS
145.1 8.60 8.80 9.00 9.20 9.40
0 = SHEE S i L m/z 41.10  30.33%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #10823: 2-Butenoic acid, 2-propenyl ester
69.0
5000 RIS RS RS R
410 8.60 8.80 9.00 9.20 9.40
m/z 39.10 21.06%
150 280 | 550 86.0 1110 126.0
I N A S O RSN MO Il I
Abundance
69.0
8.60 8.80 9.00 9.20 9.40
5000 m/z 103.10 15.82%
41.0 99.0
o 55.0 86.0 114.0
AR AR ) RARRN LR REAEN LR REARSRARLN NRAAS LARAN LAAAS LARAN LARAN LALR) RARAN LALR) AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #7048: 2-Butenoic acid, ethyl ester
69.0 8.60 8.80 9.00 9.20 9.40
m/z 87.10 15.27%
5000
41.0 99.0
o 270 H 55.0 86.0 114.0
m/z--> 1'0 2'0 3'0 4'0 5'0 6|0 7'0 8|0 9'0 1(')0 11'0 150 13'0 14'10 1&'30 1('30 1%0 860 8|80 900 9. I20 9110

8270-BF120415.M Mon Dec 07 12:17:02 2015 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120415\
Data File : BF083516.D

Aca On : 5 Dec 2015 15:56

Operator : UM/I1Z

Sample : 64588-13

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.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 Acetamide, N-(4-methylphenyl)- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
12.19 3.13 ng 203402 Phenanthrene-d10 12.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetamide. N-(4-methvlphenvl)- 149 C9H11NO 000103-89-9 52
2 Acetamide. N-(2-methvIiphenvl)- 149 C9H11NO 000120-66-1 52
3 Benzene. 1-butvl-4-methoxv- 164 C11H160 018272-84-9 35
4 Phenol. 2-propvl- 136 C9H120 000644-35-9 30
5 Adamantane, 1,3-dimethyl- 164 C12H20 000702-79-4 27

Abundance Scan 919 (12.191 min): BFO83516 D (-917) () m/z 107.10 100.00%
107.1
5000
11.80 12.00 12.20 12.40 12.60
0 m/z 149.10 92.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22576: Acetamide, N-(4-methylphenyl)-
107.0
5000 AU DR
149.0 11.80 12.00 12.20 12.40 12.60
43.0 70 m/z 121.10 72.03%
15 0 I ‘ im 1l | 132.0 |
m/z--> ﬁo 40 éo 80 160 120 140 160 180 200 220
Abundance
107.0
11.80 12.00 12.20 12.40 12.60
5000 m/z 105.10 39.48%
149.0
43.0
77.0
0 15.0 130.0
R SUREUIRE UL SURELIL SURELISE AU LI B S B S B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #31847: Benzene, 1-butyl-4-methoxy- I RREEEEEES T
149.0 11.80 12.00 12.20 12.40 12.60
m/z 55.10 36.38%
5000
410 010 121.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.80 12.00 12.20 12.40 12.60

8270-BF120415.M Mon Dec 07 12:17:02 2015 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120415\
Data File : BF083516.D

Aca On : 5 Dec 2015 15:56

Operator : UM/I1Z

Sample : 64588-13

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 13 Phenol, 4-(1,1-dimethylprop... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.49 2.16 ng 140686 Phenanthrene-d10 12.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-(1.1-dimethvilpropvl)- 164 C11H160 000080-46-6 72
2 Benzeneacetonitrile. 2-fluoro- 135 C8H6FN 000326-62-5 64
3 Benzeneacetonitrile. 3-Fluoro- 135 C8H6FN 000501-00-8 64
4 Benzeneacetonitrile. 4-fluoro- 135 C8H6FN 000459-22-3 64
5 Phenol, 4-(1,1,3,3-tetramethylbu... 206 C14H220 000140-66-9 64
Abundance Scan 945 (12.488 min): BF083516.D (-943) (-) m/z 135.10 100.00%
136.1
5000
431 107.1 DU BN IR B
77.0 177.1 12.20 12.40 12.60 12.80
O e e e B98N 20822211 1 Ly 43 .10 23, 21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #31859: Phenol, 4-(1,1-dimethylpropyl)-
135.0
5000 107.0 LRI SURBLLN BN UL S
1220 12.40 12.60 12.80
o 164.0 m/z 107.10 19.73%
0 '¥5'?' "?1f9"§gfq' 'J} ""'I' T 'll SR SRR RERBS BRRBER
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
135.0
12:20 12.40 12.60 12.80
5000 108.0 m/z 136.10 10.24%
o 39.0 57.0 830
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14944: Benzeneacetonitrile, 3-fluoro- B A RRREE R
135.0 12.20 12.40 12.60 12.80
m/z 41.10 7 .88%
5000 108.0
39.0 57.0 75.0 ‘ ‘
0"'I”"I”'JI'”'I“'”I'J”I"JI""""""P"'I” UL SRS BN BN U
m/z--> 20 40 60 80 100 120 140 160 180 200 220 1220 12,40 12.60 12.80

8270-BF120415.M Mon Dec 07 12:17:03 2015 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120415\
Data File : BF083516.D

Aca On : 5 Dec 2015 15:56

Operator : UM/I1Z

Sample : 64588-13

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.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 Oxazolidin-2-one, N-[(E)-bu... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.65 3.81 ng 247606 Phenanthrene-d10 12.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxazolidin-2-one. N-T(E)-butenovl1- 155 C7H9NO3 1000156-45-5 50
2 Methanone. dicvclopropvl- 110 C7H100 001121-37-5 47
3 Trifluoroacetvl-lavandulol 250 C12H17F302 028673-24-7 47
4 1.5-Heptadiene. 3.4-dimethvl- 124 C9H16 1000061-77-9 47
5 Cyclopropanecarboxylic acid,buty... 142 C8H1402 054947-39-6 42
Abundance Scan 959 (12.648 min): BF083516.D (-956) (-) m/z 69.10 100.00%
69.1
5000 v_ﬁ\,~_\,\~,/l\~w»_\_a,_g_,
41.1
RIS BN SUNILN SRR B
3.1 12.40 12.60 12.80 13.00
129.1 155.1
0 183.1202.0 m/z 41.10 27.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #26719: Oxazolidin-2-one, N-[(E)-butenoyl]-
69.0
5000 LRI UM SULRIRN SN R
41.0 1240 12.60 12.80 13.00
m/z 43.10 16.32%
Lm0 o 1550
0”' |‘|||“|||| S
m/z--> 20 40 60 80 100 120 150 1éo 180 200 220 240
Abundance
69.0
o " 12.40 12.60 12.80 13.00
5000 : m/z 87.05 13.94%
110.0
0}ﬁ?“'W'”'P'”I%'%'”'P'”I”'W'“'"” [rrrrprrrT T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #88120: Trifluoroacetyl-lavandulol B R B EE A
69.0 12.40 12.60 12.80 13.00
m/z 39.10 13.22%
o o JW
93.0
0 W PR TR MY 1210 250.0
m/z--> 20 40 60 éo 100 150 140 160 180 200 220 240 1240 12.60 12.80 13.00

8270-BF120415.M Mon Dec 07 12:17:04 2015 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120415\
Data File : BF083516.D

Aca On : 5 Dec 2015 15:56

Operator : UM/I1Z

Sample : 64588-13

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF120415.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Benzenesulfonamide, N-butyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.77 6.48 ng 421465 Phenanthrene-d10 12.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide. N-butvl- 213 C10H15N02S 003622-84-2 90
N-(2-Cvano-ethvl)-benzenesulfona... 210 C9H10N202S 002619-21-8 72
1-TPhenvilsulfonvll-1-nitropropane 229 C9H11NO0O4S 021272-84-4 59
4 N.N-Dichlorobenzenesulfonamide 225 C6H5CI2N02S 000473-29-0 59
5 Benzenesulfonyl chloride 176 C6H5CI02S 000098-09-9 59
Abundance Scan 970 (12.774 min): BF083516.D (-968) (-) m/z 77.10 100.00%
711
141.0
170.1
5000
51.0 e e
12.40 12.60 12.80 13.00
Ol et el 260 12LL L 19412131 Tpz77141.00  69.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64847: Benzenesulfonamide, N-butyl-
77.0 141.0  170.0
5000 AU U
1240 1260 12,80 13.00
- 51.0 m/z 170.10 55.81%
c....,.W.wﬂ.ﬂn,....H..??P”%%ﬁ9...ﬂ.”.h..h.,....,?}i?....
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
77.0
12.40 12.60 12.80 13.00
5000 141.0 m/z 51.05 24 . 79%
51.0 170.0
28.0
0 97.0 118.0 210.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75831: 1-[Phenylsulfonyl]-1-nitropropane AR D
77.0 12.40 12.60 12.80 13.00
m/z 78.10 10.90%
5000 141.0
51.0
o L 970 1170 1590 229.0
m/z--> 20 Jo eb 80 160 120 140 160 180 200 220 12140 1260 12.80 13.00

8270-BF120415.M Mon Dec 07 12:17:04 2015 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120415\
Data File : BF083516.D

Aca On : 5 Dec 2015 15:56

Operator : UM/I1Z

Sample : 64588-13

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.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 Cyclotetradecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.39 5.03 ng 327254 Phenanthrene-d10 12.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetradecane 196 C14H28 000295-17-0 93
2 1-Hexadecanol 242 C16H340 036653-82-4 93
3 1-Tetradecanol 214 C14H300 000112-72-1 90
4 1-Hexadecene 224 C16H32 000629-73-2 90
5 5-Octadecene, (E)- 252 C18H36 007206-21-5 87
Abundance Scan 1024 (13.391 min): BF083516.D (-1021) (-) m/z 55.10 100.00%
54.1
T —/wa\ﬂfkﬂ/w\/“/\/
5000
13.00 1320 13.40 13.60 13.80
of m/z 43.10 95.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #53619: Cyclotetradecane
55.0
83.0
5000 AU B SR
13.00 13.20 1340 13.60 13.80
29.0 111.0 m/z 83.10 75.81%
Ly | w90 1o 190
miz--> "'zb""4'o"'eo""""ic')c')"iéc')"iAc')"iéd"isé"éoé"éz‘d"é&é
Abundance
43.0
69.0 RN BN SR BN
13.00 13.20 13.40 13.60 13.80
5000 97.0 m/z 57.10 74.79%
ol 220 1250 1540 1960 2240 J\,\I,\/[MW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #65757: 1-Tetradecanol I RREEEEEES T
55.0 13.00 13.20 13.40 13.60 13.80
83.0 m/z 41.10 73.44%
o A Nvf\¢vvx~w\J\«J\JL~uvva
111.0
168.0
do b kL e 0 e
m/z--> 20 40 60 100 120 140 160 180 200 220 240 13.00 13.20 1340 13.60 13.80

8270-BF120415.M Mon Dec 07 12:17:05 2015 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120415\
Data File : BF083516.D

Aca On : 5 Dec 2015 15:56

Operator : UM/I1Z

Sample : 64588-13

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.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 Pentadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.92 6.52 ng 424081 Phenanthrene-d10 12.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 87
2 Tridecanoic acid 214 C13H2602 000638-53-9 81
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 80
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 Dodecanoic acid 200 C12H2402 000143-07-7 59
Abundance Scan 1070 (13.917 min): BF083516.D (-1067) (-) m/z 43.10 100.00%
431 730
5000 v\AkN\,pvijng\\yv\f/\%ﬁyxlv
129.1
97.1 213.2 UL NI S SRS
157.2 1852 256.3 13.60 13.80 14.00 14.20
0 m/z 73.05 95.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83683: Pentadecanoic acid
430 | 73.0
5000 U AR DR
2420 Bmmmmmmm
970 1200 199.0 m/z 60.05 89.29%
ol M, Ih\\, T ‘ 5201710 L2230 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
430 | 730
13.|60 13.|80 14.'00 14.'20 '
5000 m/z 57.10 75.95%
129.0
7 . W
0 ’ 152.0 195.0
m/z--> ﬁo Jo éo éo 160 150 150 1éo 180 200 220 250 2éo
Abundance #92226: n-Hexadecanoic acid B AREmmEEE R
430 730 13.60 13.80 14.00 14.20
m/z 41.10 74.18%
129.0
256.0
0 ‘ “ 1l ‘ M‘ 157.0 185.0 2130
2> 25 4 80 ' '80 100 120 140 160 180 200 220 240 260 13.60 13.80 14.00 14.20

8270-BF120415.M Mon Dec 07 12:17:06 2015 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120415\
Data File : BF083516.D

Aca On : 5 Dec 2015 15:56

Operator : UM/I1Z

Sample : 64588-13

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.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 1-Hexadecanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.73 13.13 ng 854258 Phenanthrene-d10 12.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanol 242 C16H340 036653-82-4 94
2 5-Octadecene. (E)- 252 C18H36 007206-21-5 91
3 9-Octadecene. (E)- 252 C18H36 007206-25-9 91
4 Bromoacetic acid. pentadecvl ester 348 C17H33Br02 131143-01-6 91
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 91

Abundance Scan 1141 (14.728 min): BF083516.D (-1138) (-) m/z 55.10 100.00%

531 831
5000

14.40 14.60 14.80 15.00

140.2

169.1 196.2 224.2

0.,.”J,.. m/z 43.10 92.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83798: 1-Hexadecanol
43.0
69.0
97.0
5000 LA L L L L L LN |
14.40 14.60 14.80 15.00
1250 m/z 83.10 85.64%
0 22. ‘ \‘\ \‘ I ‘ \“ “ ‘\ \“ ‘\. m 154.0 1960 224.0
T T T T T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
55.0
 E EEE R e S RARRR
83.0 14.40 14.60 14.80 15.00
5000 ' m/z 57.10 81.78%
29.0 111.0
o 139.0 168.0 195.0 224.0 252.0
T T T T T T e T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #89786: 9-Octadecene, (E)- e e L
55.0 14.40 14.60 14.80 15.00
83.0 m/z 69.10 77.50%
5000
29.0
111.0
oLl L ‘ | | 1390 1680 1050 2040 2520
w..“,.”.,”..“..w..”,.”.,”....” R RARRRERES S ERERY R REEEEEE R RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14. 40 14. 60 14. 80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120415\
Data File : BF083516.D

Aca On : 5 Dec 2015 15:56

Operator : UM/I1Z

Sample : 64588-13

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.19 10.59 ng 541128 Chrysene-di12 17.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Undecanoic acid 186 C11H2202 000112-37-8 56

Abundance Scan 1181 (15.185 min): BF083516.D (-1179) (-) m/z 43.10 100.00%

43.1
73.0
5000

14.80 15.00 15.20 15.40 15.60

01 m/z 57.10 80.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92227: n-Hexadecanoic acid
43.0
73.0
5000 LA L L LB L L LB
14. 80 15. OO 15. 20 15. 40 15. 60
m/z 73.05 77.98%
I H 97.0 1290 454 213.0 256.0
Obprrrr e el e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73.0
R e SRR e
43.0 14.80 15.00 15.20 15.40 15.60
5000 129.0 m/z 60.05 70-83%
171.0
97.0 214.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid
43.0 73.0 14.80 15.00 15.20 15.40 15.60
m/z 41.10 64 .83%
5000 129.0

3

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14. 80 15. OO 15. 20 15. 40 15. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120415\
Data File : BF083516.D

Aca On : 5 Dec 2015 15:56

Operator : UM/I1Z

Sample : 64588-13

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.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 4
R.T. EstConc Area Relative to ISTD R.T.
16.53 16.68 ng 852050 Chrysene-di12 17.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-butoxv-. phosphate (3:1) 398 C18H3907P 000078-51-3 90
2 2.5-Hexanediol 118 C6H1402 002935-44-6 50
3 trans-2.3-Epoxvoctane 128 C8H160 028180-70-3 47
4 Butane. 1-(l-methvlpropoxv)- 130 C8H180 000999-65-5 35
5 Di-sec-butyl ether 130 C8H180 006863-58-7 35
Abundance Scan 1299 (16.534 min): BF083516.D (-1297) (-) m/z 57.10 100.00%
57.1
5000
l 125.0
199.1 a0 1R n 1N aaien
155.0 16.20 16.40 16.60 16.80
299.2
o....,..%:o!.' ‘-.-.-,E...',..J. L e |  m/z 45.10 81.03%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155890: Ethanol, 2-butoxy-, phosphate (3:1)
57.0
125.0
5000 UNNUMUNSUNAUUVARE
199.0 16.20 16.40 16.60 16.80
’ 155.0 299.0 m/z 56.10 66 .65%
0L 2600 8‘4‘-0“ LUy Ff | 20 3550 3990
m/z--> 50 100 150 200 250 300 350 400
Abundance
45.0
16.20 16.40 16.60 16.80 |
5000 m/z 85.10 42 _.07%
85.0
01?9" R ,}%QQ UL SRR UL UL SUNLEL R BN
m/z--> 50 100 150 200 250 300 350 400
Abundance #12083: trans-2,3-Epoxyoctane R e RN R
.0 16.20 16.40 16.60 16.80
m/z 41.10 31.44%
5000 99.0
260
0 '|P?99 UL UL AL UL BURLEL L BN NN U VAR
m/z--> 50 100 150 200 250 300 350 400 16.20 16.40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120415\
Data File : BF083516.D

Acq On : 5 Dec 2015 15:56

Operator : UM/1Z

Sample - G4588-13

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF120415_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, 2-methyl. .. 3.58 6.6 ng 339742 1 5.77 1030690 20.0
Cyclopropane, pen... 6.37 17.3 ng 891075 1 5.77 1030690 20.0
unknown6 .94 6.94 2.3 ng 152413 2 7.66 1351790 20.0
Octanoic Acid 7.45 2.4 ng 162460 2 7.66 1351790 20.0
unknown7 .97 7.97 4.0 ng 269733 2 7.66 1351790 20.0
2-Propanol, 1-[1-... 8.12 2.6 ng 178765 2 7.66 1351790 20.0
unknown8 .36 8.36 2.5 ng 165748 2 7.66 1351790 20.0
unknown8 .44 8.44 2.5 ng 168556 2 7.66 1351790 20.0
unknown9 .00 9.00 3.4 ng 228294 2 7.66 1351790 20.0
Acetamide, N-(4-m... 12.19 3.1 ng 203402 4 12.85 1301050 20.0
Phenol, 4-(1,1-di... 12.49 2.2 ng 140686 4 12.85 1301050 20.0
Oxazolidin-2-one, ... 12.65 3.8 ng 247606 4 12.85 1301050 20.0
Benzenesulfonamid... 12.77 6.5 ng 421465 4 12.85 1301050 20.0
Cyclotetradecane 13.39 5.0 ng 327254 4 12.85 1301050 20.0
Pentadecanoic acid 13.92 6.5 ng 424081 4 12.85 1301050 20.0
1-Hexadecanol 14.73 13.1 ng 854258 4 12.85 1301050 20.0
n-Hexadecanoic acid 15.19 10.6 ng 541128 5 17.05 1021790 20.0
Ethanol, 2-butoxy... 16.53 16.7 ng 852050 5 17.05 1021790 20.0
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