LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF111414\
Data File : BF075588.D

Aca On : 16 Nov 2014 19:16

Operator : TP / JJ

Sample : F4748-01

Misc :

ALS Vial : 15 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-BF111214.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 1.613 43 46 49 rBY 2260958 2660468 100.00% 17.216%
2 1.773 56 60 62 rvB 55416 88780 3.34% 0.575%
3 1.955 73 76 82 rBv2 114569 218069 8.20% 1.411%
4 2.481 119 122 129 rBvY 323082 507708 19.08% 3.285%
5 4.298 279 281 288 rBV 90852 156803 5.89% 1.015%

5.350 370 373 379 rVB 154187 220985 8.31% 1.430%
5.853 414 417 419 rBvV 603267 632616 23.78% 4.094%
524 rBV 21049 29673 1.12% 0.192%
7.099 524 526 529 rvVv 508660 627706 23.59% 4.062%
7.259 538 540 543 rBV 525390 655511 24.64% 4.242%

QO ~NO®
\l
o
()
IS
a1
=
©
a1
N
w

11 7.556 563 566 568 rBvV 186781 189463 7.12% 1.226%
12 7.636 571 573 577 rvV 27228 31985 1.20% 0.207%
13 7.739 580 582 585 rvB 633040 597162 22.45% 3.864%
14 8.242 623 626 628 rBvV 482611 414402 15.58% 2.682%
15 8.505 647 649 651 rvB 37812 34759 1.31% 0.225%

16 9.133 702 704 706 rBV 457147 397162 14.93% 2.570%
17 9.888 768 770 773 rVB 324939 297684 11.19%% 1.926%

18 10.276 797 804 807 rBv4 13702 29546 1.11% 0.191%
19 10.482 819 822 824 rBV 670173 790871 29.73% 5.118%
20 10.596 829 832 833 rBvV 46562 41790 1.57% 0.270%
21 10.973 864 865 868 rvB2 48485 54978 2.07% 0.356%
22 11.213 883 886 887 rBV 36417 42477 1.60% 0.275%
23 11.259 887 890 893 rvv 40167 47301 1.78% 0.306%
24 11.316 893 895 899 rvB2 285408 388392 14.60% 2.513%
25 11.899 943 946 948 rBV2 17083 27133 1.02% 0.176%
26 12.208 971 973 976 rVB2 48845 63703 2.39% 0.412%
27 12.265 976 978 979 rBV 47115 49325 1.85% 0.319%
28 12.299 979 981 983 rVB 377715 469191 17.64% 3.036%
29 12.436 991 993 995 rVB 44203 41154 1.55% 0.266%
30 12.882 1029 1032 1034 rVB2 21682 37000 1.39% 0.239%
31 13.054 1044 1047 1049 rVB 26316 27959 1.05% 0.181%
32 13.168 1054 1057 1059 rVB 228487 298400 11.22% 1.931%
33 13.534 1087 1089 1091 rVB 24929 30183 1.13% 0.195%

34 13.865 1115 1118 1123 rBV2 415480 471790 17.73% 3.053%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF111414\
Data File : BF075588.D

Aca On : 16 Nov 2014 19:16

Operator : TP / JJ

Sample : F4748-01

Misc :

ALS Vial : 15 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-BF111214_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 13.991 1127 1129 1132 rVV2 28782 55463 2.08% 0.359%
36 14.048 1132 1134 1135 rVVv2 50334 68936 2.59% 0.446%
37 14.105 1137 1139 1141 rVB 46705 61508 2.31% 0.398%
38 14.219 1147 1149 1151 rVB2 43569 50165 1.89% 0.325%

39 14.722 1191 1193 1194 rBV 104183 145185 5.46% 0.940%
40 14.757 1194 1196 1202 rVV 403408 557173 20.94% 3.606%

41 14.848 1202 1204 1211 rVB4 39168 93533 3.52% 0.605%
42 14.951 1211 1213 1215 rBVY 18565 29460 1.11% 0.191%
43 15.157 1228 1231 1234 rBVY 906328 864607 32.50% 5.595%
44 15.785 1281 1286 1293 rBV2 57215 142423 5.35% 0.922%
45 16.323 1331 1333 1342 rVB 75155 117041 4._.40% 0.757%

46 16.460 1342 1345 1347 rBV 255838 321943 12.10% 2.083%
47 16.643 1358 1361 1366 rVB 122512 147234 5.53% 0.953%
48 17.465 1430 1433 1438 rBV 1099944 1257925 47.28% 8.140%
49 17.580 1441 1443 1445 rVB 45481 58037 2.18% 0.376%
50 18.197 1494 1497 1500 rBV 205393 318519 11.97% 2.061%

51 18.300 1504 1506 1509 rBV3 16040 28784 1.08% 0.186%
52 19.980 1648 1653 1666 rBV5 57162 188134 7.07% 1.217%

53 20.426 1687 1692 1699 rBV2 71533 235429 8.85% 1.523%
54 20.894 1730 1733 1740 rVB10 11389 39742 1.49% 0.257%

Sum of corrected areas: 15453370
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075588.D

Aca On : 16 Nov 2014 19:16

Operator : TP / JJ

Sample : F4748-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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: BF075588.D

2000000

1500000

1000000

5.85 7.74
7.10.26

500000
2.48

7.56
.96 5.35
L77 A 430 76| frs

I L L L T i L VA

Time--> 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.
Abundance TIC: BF075588.D

2000000
1500000

1000000
10.48
500000 824 9.13 12.30 13.87

9.89
11.32 13.17
8.50 <J 10.28 |[L0.60 mgm@% 11.90 12Z§2.44 ngyﬁ 1353  |n3%EE122

Time-->  8.00 8.50 9.00 9. 10. OO 10 50 11. OO 11.50 12.00 12.50 13.00 13.50 14.00 14.50
Abundance TIC: BF075588.D

2000000

1500000

17.47
1000000 15.16

50000014.76

16.64
cl Ai8605 1579 163 7.58 fie.30 1998 2043 o0

Time--> 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075588.D

Aca On : 16 Nov 2014 19:16

Operator : TP / JJ

Sample : F4748-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 1 Propane, 2,2-dimethoxy-

Concentration Rank 1

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

1.61 280.84 ng 2660470 1,4-Dichlorobenzene-d4 7.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 50
2 Propanoic acid. 2-methvl-. propv... 130 C7H1402 000644-49-5 25
3 Acetamide. N-methvl- 73 C3H7NO 000079-16-3 9
4 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 9
5 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9

Abundance Scan 46 (1.613 min): BF075588.D (-43) (-) m/z 73.10 100.00%
7B
43
5000
89
37 55 1.20 1.40 1.60 1.80 2.00
O i e e e R R R m/z 43.00 74 .30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4669: Propane, 2,2-dimethoxy-
73
43
5000 SR LI LI UL
15 29 120 140 160 1.80 2.00
89 m/z 89.10 29.62%
oL 2 23 ‘ M 37‘ 49 57 ‘ ‘ 104
m/z--> ) fo 20 30 40 50 60 70 8 90 100 110
Abundance
43
7 120 1.40 160 180 200
5000 89 m/z 41.05 14 .54%
27
18 37 53 59 101
G L RS UL RS AN R R IS IS RS B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #724: Acetamide, N-methyl- e e A
30 43 7 1.20 1.40 1.60 1.80 2.00
m/z 45.10 11.15%
5000 58
15
0 |24 L 52
IR L UL SO SURILI S AL SO I UL S S B [T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 1.20 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075588.D

Aca On : 16 Nov 2014 19:16

Operator : TP / JJ

Sample : F4748-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 Butane, 2-methoxy-2-methyl- Concentration Rank 8

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

1.96 23.02 ng 218069 1,4-Dichlorobenzene-d4 7.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 53
2 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 32
3 2-Pentanol. acetate 130 C7H1402 000626-38-0 17
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 12
5 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 10

Abundance Scan 76 (1.955 min): BF075588.D (-73) (-) m/z 73.10 100.00%
3
43
5000 55
87
| |49 160 1.80 200 220
Ol b L L | m/Z 43.05 52.85%
m/z--> 20 30 40 50 60 70 8 90 100 110 120
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 I L R L I
43 1.60 1.80 2.00 2.20
55 87 m/z 55.00 35.75%
0 ‘?9 35 ‘M‘\ ‘ 67 || 80
UNELI UL AU SRR SURELL SO SURLL L SURELI S BRI S
m/z--> 20 30 40 50 60 70 8 90 100 110 120
Abundance
73
R L R L I
1.60 1.80 2.00 2.20
5000 43 m/z 87.10 29.04%
58
A S I S SULALILS UL UL IS B B
m/z--> 20 30 40 50 60 70 8 90 100 110 120
Abundance #12984: 2-Pentanol, acetate R N R b
43 1.60 1.80 2.00 2.20
m/z 41.00 17.95%
5000
55 70 87
m/z--> 20 30 40 50 60 70 8 90 100 110 120 160 180 200 220
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075588.D

Aca On : 16 Nov 2014 19:16

Operator : TP / JJ

Sample : F4748-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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-Butanone, 3-hydroxy- Concentration Rank 4

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

2.48 53.59 ng 507708 1,4-Dichlorobenzene-d4 7.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butanone. 3-hvdroxv- 88 C4H802 000513-86-0 78
2 Propane. l1-methoxv-2-methvl- 88 C5H120 000625-44-5 56
3 Ethanol. 2-(vinvloxv)- 88 C4H802 000764-48-7 9
4 2-Propanone. 1l-methoxv- 88 C4H802 005878-19-3 9
5 Butanoic acid, 4-methoxy- 118 C5H1003 029006-02-8 9

Abundance Scan 122 (2.481 min): BF075588.D (-119) (-) m/z 45.00 100.00%
45
5000
R A M
88 2.20 2.40 2.60 2.80
- 1 PSR .- SN m/z 43.00 64.77%
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #2012: 2-Butanone, 3-hydroxy-
45
5000
2.20 2.40 2.60 2.80
m/z 88.00 6.25%
27 73 88
I L I I I I L I
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance
45
220 240 260 280
5000 m/z 42.00 5.38%
15 29
) 39 56 3 88
e L L UL SR SR IS UL UL UL SO
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #2009: Ethanol, 2—(\/iny|0xy)— LI L L L B L L
45 2.20 2.40 2.60 2.80
m/z 44.00 3.20%
5000 8l
15
58
m/z--> 0 10 20 30 40 50 60 70 80 90 220 2.40 2.60 2.80

8270-BF111214 .M Mon Nov 17 18:16:36 2014 Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075588.D

Aca On : 16 Nov 2014 19:16

Operator : TP / JJ

Sample : F4748-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 5 2,3-Butanediol, [R-(R*,R*)]- Concentration Rank 9

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

4.30 16.55 ng 156803 1,4-Dichlorobenzene-d4 7.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.3-Butanediol. TR-(R*.R*)1- 90 C4H1002 024347-58-8 78
2 2.3-Butanediol 90 C4H1002 000513-85-9 78
3 2.3-Butanediol. [S-(R*.R*)1- 90 C4H1002 019132-06-0 78
4 Thiirane 60 C2H4S 000420-12-2 9
5 Propanoic acid, 2-hydroxy- 90 C3H603 000050-21-5 9

Abundance Scan 281 (4.298 min): BF075588.D (-279) (-) m/z 45.00 100.00%
45
5000
57 4.00 4.20 4.40 4.60
Ol T2 84 Tn/z 43.00  12.82%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2277: 2,3-Butanediol, [R-(R*,R*)]-
45
5000
4.00 4.20 4.40 4.60
m/z 57.00 10.13%
0 1\5 2\7\ 39 L1 50 5\7 75 90
miz--> 10 20 3 40 50 60 70 8 9
Abundance
45
A NS LARLS AR A
4.00 4.20 4.40 4.60
5000 m/z 47.00 4 _65%
o 1419 25 39 5 °f 75 90
miz--> 10 20 3 40 50 60 70 8 90
Abundance #2276: 2,3-Butanediol, [S-(R*,R*)]- LB B L IR B -I\- T
45 4.00 4.20 4.40 4.60
m/z 44.00 4.17%
5000
29
0 ]79 | ‘ 39 ‘\ ol 5\7 75 90
m/z--> 10 20 30 40 50 60 70 80 %0 ' 4.00 4.20 4.40 4.60

8270-BF111214 .M Mon Nov 17 18:16:37 2014 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075588.D

Aca On : 16 Nov 2014 19:16

Operator : TP / JJ

Sample : F4748-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

5.35 23.33 ng 220985 1,4-Dichlorobenzene-d4 7.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 9
5 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 9

Abundance Scan 373 (5.350 min): BF075588.D (-370) (-) m/z 43.00 100.00%
43
5000 59
6 | o 1‘|’1 500 520 540 560
ot e e m/z 59.00 50.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L AN LS LN R B
59 500 520 540 560
m/z 101.00 14 .84%
15 31 101
o 257 37, 53 83 |
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
500 520 540 560
5000 m/z 58.00 14 .49%
a1 101
o 15 31 53 69 83
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3950: 2,3-Butanedione, monooxime B
43 5.00 520 5.40 5.60
m/z 41.00 8.47%
5000
101
15 58
0 \ 28 7|l 51 | 69 84
m/z--> 10 20 30 40 50 60 70 8 90 100 110 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075588.D

Aca On : 16 Nov 2014 19:16

Operator : TP / JJ

Sample : F4748-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 7 unknown7.26 Concentration Rank 3

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

7.26 69.20 ng 655511 1,4-Dichlorobenzene-d4 7.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 540 (7.259 min): BF075588.D (-538) (-) m/z 132.00 100.00%
32
5000 68
40 54 %6 700 720 7.40 7.60
I 48 62| > g | 104 7.00 7.20 7.40 7
Ob et b b b et e et e m/z 68.10 43.44Y%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 U SR UL UL S
7.00 7.20 7.40 7.60
78 m/z 134.00 31.74%
31 35 ,, 5t
0”'Wt”wPl”JL'W'”lW“”I”'W'”'P“”I”'W'”'I“”I”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
700 7.20 7.40 7.60
5000 m/z 66.00 28.39%
33 44 g7 105
51 60 70 78 g 115
O T T T T e o e L
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 )
Abundance #14019: 1-Methylpyrrolo[1,2-a]pyrazine L T
132 7.00 7.20 7.40 7.60
m/z 69.10 16.97%
5000
104
o P s P ® a oy
mz-> 30 40 50 60 70 80 90 100 110 120 130 140 700 720 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075588.D

Aca On : 16 Nov 2014 19:16

Operator : TP / JJ

Sample : F4748-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 Tridecane Concentration Rank 10

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

9.89 14.99 ng 297684 Naphthalene-d8 9.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 Hexadecane 226 C16H34 000544-76-3 86
3 Undecane. 2-methvl- 170 C12H26 007045-71-8 72
4 Dodecane 170 C12H26 000112-40-3 72
5 Dodecane, 2-methyl- 184 C13H28 001560-97-0 72

Abundance Scan 770 (9.888 min): BF075588.D (-768) (-) m/z 57.05 100.00%
57
5000
99 9.60 9.80 10.00 10.20
o 113126 141 m/z 43.05 91.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45544: Tridecane
43 37
71
5000 UL UL R UL SUR
85 9.60 9.80 10.00 10.20
29 m/z 71.10 42 .78%
RIECIE N RC-ET SV R
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 260 250
Abundance
43 ¥
9.|60 9.|80 10.'00 10.'20
5000 71 m/z 41.05 37.24Y%
85
29
o 99 113 127 141 155 169 183 197 226
m/z--> ﬁo Jo éo 8b 160 120 1&0 160 180 200 250
Abundance #36171: Undecane, 2-methyl- R LEREE EREa e s
43 9.60 9.80 10.00 10.20
57 m/z 85.10 25.02%
5000 71
29 85
0 ‘ \h ‘ 18 \‘ 99 113 127 155 170
m/z--> ﬁo Jo éo 50 160 150 140 1éo 180 260 250 9%0 980 1000 10.20

8270-BF111214 .M Mon Nov 17 18:16:40 2014

Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075588.D

Aca On : 16 Nov 2014 19:16

Operator : TP / JJ

Sample : F4748-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 9 Pentadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.87 31.62 ng 471790 Phenanthrene-d10 13.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 91
2 Tridecanoic acid 214 C13H2602 000638-53-9 86
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 86
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Heptanoic acid 130 C7H1402 000111-14-8 38
Abundance Scan 1118 (13.865 min): BF075588.D (-1115) (-) m/z 43.05 100.00%
ile]
60 g
5000
129
97 1s 143157 171 185 100 213 13.60 13.80 14.00 14.20
199 256 : : : :
- a m/z 60.00 83.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83683: Pentadecanoic acid
43 60 73
29
5000 UL SRR BN BRI SR
242 Bmmmmmmm
129 m/z 73.00 76.05%
ol Ll M\ B s |
miz--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 00 78
13.60 13.80 14.00 14.20
5000 29 m/z 57.10 74.28%
129
85 115 171 214
o 98 143157 | 185197
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid e RSt e
43 13.60 13.80 14.00 14.20
m/z 41.10 68.84Y%
5000
129 256
0 I ‘\ “ \H 8 115 | 143157171185 199 213 227239
m/z--> 2'0 4'0 80 1(')0 120 14'10 1('30 180 200 220 24'10 260 13 60 13. 80 14. oo 14. 20

8270-BF111214 .M Mon Nov 17 18:16:41 2014 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075588.D

Aca On : 16 Nov 2014 19:16

Operator : TP / JJ

Sample : F4748-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 3a-(3,4-Methylenedioxy)-hex... Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
14.05 4.62ng 68936  Phenanthrene-d10 13.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 3a-(3.4-Methvlenedioxv)-hexahvdr. .. 243 CI5HI7NO2 109535-43-5 64

2 6-Chrysenamine 243 C18H13N

3 8H-Pvranol2.3-elbenzothiophen-8-... 243 C13H9NO4
4 3-Phenvl-4-azafluorene 243 C18H13N

5 1-Tritylaziridine-2-carbothioic ... 421 C28H23NOS

002642-98-0 53
1000266-82-1 53
033777-97-8 53
1000191-60-9 42

Abundance Scan 1134 (14.048 min): BF075588.D (-1132) (-)
243
5000
39 53 77 9110511913314 161174187500 215 258
O el b bl e L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84221: 3a-(3,4-Methylenedioxy)-hexahydroindole
243
5000
7 103 122
Obrerrrrfrrbrbe S ek A B0 184205028 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
243
5000
215
oL 18 39 63 81 94107121 139 163176189202 | 228
A S e L R e e e e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #84146: 8H-Pyrano[2,3-e]benzothiophen-8-one, 4-formamido-6...
243
5000
187
39 215
. 9 57 65 9108116730144 159175 | 50y |
R L A R e e L !
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

m/z 243.20 100.00%

13.80 14.00 14.20 14.40

m/z 244_20 20.60%

13.80 14.00 14 20 14.40

m/z 147.10 10.51%

13.80 14.00 14.20 14.40

m/z 91.00 10.22%

13.80 14.00 14.20 14.40

m/z 145_.00 9.40%

13.80 14.00 14.20 14.40

8270-BF111214 .M Mon Nov 17 18:16:42 2014

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075588.D

Aca On : 16 Nov 2014 19:16

Operator : TP / JJ

Sample : F4748-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 7-Hexadecyne Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.72 9.73 ng 145185 Phenanthrene-d10 13.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Hexadecvne 222 C16H30 074685-28-2 86
2 Bicvclol2.2.2loctane. 2-methvl- 124 C9H16 000766-53-0 80
3 Cvclohexane. methvlene- 96 C7H12 001192-37-6 62
4 1-Methvl-2-methvlenecvclohexane 110 C8H14 002808-75-5 58
5 Bicyclo[5.1.0]octane 110 C8H14 000286-43-1 55
Abundance Scan 1193 (14.722 min): BF075588.D (-1191) (-) m/z 67.00 100.00%
41 o
95
5000
109 LA U IR
122 137 14.40 14.60 14.80 15.00
0 R e m/z 81.10 92.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71108: 7-Hexadecyne
67 81
41 55
95
5000
29 14.40 14.60 14.80 15.00
109 m/z 55.00 91.79%
123
ol bl Ll ) T 151 165 179 193204 218
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
67 81 95
109 124 LA N BN IR
14.40 14.60 14.80 15.00
5000 a m/z 41.05 80.73%
0'I""I""I""I"''I""I""I""I""I""I""I" J/m‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #2831: Cyclohexane, methylene- TR T T R
67 81 14.40 14.60 14.80 15.00
55 m/z 54.00 61.04%
96
5000
7 39
0  ma s o ..“l‘l.‘.‘.‘luuuuluuuu|....|....|....|....|..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.40 14.60 14.80 15.00

8270-BF111214 .M Mon Nov 17 18:16:43 2014 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075588.D

Aca On : 16 Nov 2014 19:16

Operator : TP / JJ

Sample : F4748-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 13 unknownl14.76 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

14.76 37.34 ng 557173 Phenanthrene-d10 13.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclooctadiene 108 C8H12 001700-10-3 49
2 1.4-Cyclooctadiene 108 C8H12 001073-07-0 47
3 Cvclohexene. 3-ethenvl- 108 C8H12 000766-03-0 38
4 3-Undecen-1-vne. (2)- 150 C11H18 074744-32-4 38
5 Bicyclo[3.3.1]non-2-en-9-0one 136 C9H120 004844-11-5 35

Abundance Scan 1196 (14.757 min): BF075588.D (-1194) (-) m/z 41.10 100.00%

4 7

H-

5000
135149 292 14.40 14.60 14.80 15.00
167 207
Obrrrprrrriies m/z 79.10  95.44Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #5279: 1,3-Cyclooctadiene
7
5000 39 93108 LI L L L L L L L LB L
14.40 14.60 14.80 15.00
6 m/z 55.00 94 .45%
15
01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
79
39 R e e e
14.40 14.60 14.80 15.00
5000 93 m/z 57.05 84.56%
54 108
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #5297: Cyclohexene, 3-ethenyl- A AAREEEE SR
7 14.40 14.60 14.80 15.00
93 m/z 43.10 65.54%
5000
39 108
54
o 2
L IIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 14.40 14.60 14.80 15.00

8270-BF111214 .M Mon Nov 17 18:16:44 2014 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075588.D

Aca On : 16 Nov 2014 19:16

Operator : TP / JJ

Sample : F4748-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 unknownl14.85 Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
14 .85 5.81 ng 93533 Chrysene-di12 16.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 49
2 n-Decanoic acid 172 C10H2002 000334-48-5 47
3 Tridecanoic acid 214 C13H2602 000638-53-9 47
4 Dodecanoic acid 200 C12H2402 000143-07-7 43
5 Tridecane 184 C13H28 000629-50-5 38
Abundance Scan 1204 (14.848 min): BF075588.D (-1202) (-) m/z 43.10 100.00%
43 57
3 184
5000
1 ﬂ " 14,60 14.80 15.00 15.20
| NN | m/z 57.10 91.32%
m/z--> 200 40 60 80 100 120 140 160 180 200 220 240
Abundance #75072: Tetradecanoic acid
60 73
43
5000 129 LRI B BULLE UL B
185 14.60 14.80 15. oo 15. 20
85 0
2‘9 H 97 115 143 171 - 298 m/z 60.00 76.64%
0.?-.Slu‘...‘i‘ﬁ‘..HH.M‘ H‘ MH M‘ L |‘....‘|..‘..|.‘... .2.1.1.|....|..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
60 73
" "' 14.60 14.80 15.00 15.20
5000 129 m/z 73.00 76.43%
29 87 115
ol 15 101 143, 0 172
m/z--> 25 4b eb 85 160 150 1&0 1é0 180 260 250 250
Abundance #65565: Tridecanoic acid
60 73 14.60 14.80 15.00 15.20
43 m/z 184.10 69.60%
5000 129
29 85 115 171
143 157 185 214
0 I"l"‘i""'”l“l"”‘H“ ‘Hh “llu‘.‘..l‘..l‘.‘..l. .‘.?’??....,....,.. Y I NS W—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.60 14.80 15.00 15.20

8270-BF111214 .M Mon Nov 17 18:16:45 2014

Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075588.D

Aca On : 16 Nov 2014 19:16

Operator : TP / JJ

Sample : F4748-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 7-Nonenamide Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.79 8.85 ng 142423 Chrysene-di12 16.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Nonenamide 155 C9H17NO 090949-53-4 64
2 Heptanamide. 4-ethvl-5-methvl- 171 C10H21NO 054789-40-1 64
3 Dodecanamide 199 C12H25NO 001120-16-7 59
4 Octanamide 143 C8H17NO 000629-01-6 53
5 2-Octanol, 2-methyl-6-methylene- 156 C10H200 018479-59-9 38
Abundance Scan 1286 (15.785 min): BF075588.D (-1281) (-) m/z 59.00 100.00%
59
[ jkA
5000
41
3 95 112 126 140;6, 15.40 15.60 15.80 16.00 16.20
0! m/z 72.00 57 .35%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26840: 7-Nonenamide
59
5000 72 R SRR B B
15. 40 15. 60 15. 80 16. oo 16 20
44 m/z 55.00 43.01%
L% 8 % 112126138
m/z--> 25 ' eb éo 160 150 150 1éo 1éo 260
Abundance
59
15.40 15.60 15.80 16.00 16.20
5000 72 m/z 41.05 34.06%
114
- 43
oL 15 86 100 128 142 156 171
m/z--> 25 Jo eb éo 160 150 140 160 1éo 260
Abundance #55487: Dodecanamide AR e
59 15.40 15.60 15.80 16.00 16.20
m/z 43.00 26.87%
N MM
72
28 43
s Ll g % 100116 128 1 156 170 100
m/z--> 2'0 ' 6|0 8IO 1(')0 12'0 14'10 1('30 15';0 2(')0 15. 40 15. 60 15. 80 16. oo 16 20

8270-BF111214 .M Mon Nov 17 18:16:46 2014 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075588.D

Aca On : 16 Nov 2014 19:16

Operator : TP / JJ

Sample : F4748-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 Trichloroacetic acid, 3-tet... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.32 7.27 ng 117041 Chrysene-di12 16.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. 3-tetradec... 358 C16H29CI1302 1000282-06-7 91
2 3-Chloropropionic acid. heptadec... 346 C20H39CI02 1000283-05-1 90
3 1-Docosene 308 C22H44 001599-67-3 90
4 1-Nonadecene 266 C19H38 018435-45-5 87
5 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 87
Abundance Scan 1333 (16.323 min): BF075588.D (-1331) (-) m/z 55.00 100.00%
83
5000
111
3 149 207 16.00 16.20 16.40 16.60
0 m/z 43.10 97 .13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143986: Trichloroacetic acid, 3-tetradecy! ester
5000 U AR TR BN R

16.IOO 16.I20 16.40 16.60
m/z 57.10 88.08%

196
141 168

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57 83
B e
41 16.00 16.20 16.40 16.60
5000 111 m/z 41.00 63.25%
127
o 25 154 182 210 238253
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
I I I I I

Abundance #121981: 1-Docosene e e
16.00 16.20 16.40 16.60

m/z 83.10 61.92%

5000

125
153168

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16.00 16.20 16.40 16.60

3
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075588.D

Aca On : 16 Nov 2014 19:16

Operator : TP / JJ

Sample : F4748-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 Benzeneethanamine, 2-fluoro... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.64 9.15 ng 147234 Chrysene-di12 16.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 59
2 Heptanamide. 4-ethvl-5-methvl- 171 C10H21NO 054789-40-1 59
3 Octanamide 143 C8H17NO 000629-01-6 53
4 Hexadecanamide 255 C16H33NO 000629-54-9 50
5 Dodecanamide 199 C12H25NO 001120-16-7 45
Abundance Scan 1361 (16.643 min): BF075588.D (-1358) (-) m/z 59.00 100.00%
59
72
5000
41
L
86 98 112 126 14q 16.40 16.60 16.80 17.00
0 v m/z 72.00 54.50%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #75549: Benzeneethanamine, 2-fluoro-.beta.,3,4-trihydroxy-...
59
5000 2 LIS BN IS BRI UL
16.40 16.60 16.80 17.00
m/z 55.05 45 _.00%
o Ll 91 111124 141 155 170182 196 212 229
m/z--> ﬁo Jo 65 85 160 150 140 160 180 200 250 '
Abundance
59
" 16.40 16.60 16.80 17.00
5000 72 m/z 41.05 34 .90%
114
- 43
oL 15 86 100 | 178142 156 171
m/z--> ﬁo Jo eb 85 160 150 140 160 180 200 250 '
Abundance #19501: Octanamide T T
59 16.40 16.60 16.80 17.00
m/z 43.00 29.30%
5000
72
86
IFER 100 114 157 143
m/z--> ﬁo ' eb 85 160 150 150 160 1§0 260 250 ' 1640 1660 1680 1700

8270-BF111214 .M Mon Nov 17 18:16:48 2014
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075588.D

Aca On : 16 Nov 2014 19:16

Operator : TP / JJ

Sample : F4748-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 9-Octadecenamide, (Z)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.47 78.99 ng 1257930 Perylene-d12 18.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO 000301-02-0 83
2 Tetradecanamide 227 C14H29NO 000638-58-4 64
3 Heptanamide. 4-ethvl-5-methvl- 171 C10H21NO 054789-40-1 64
4 Hexadecanamide 255 C16H33NO 000629-54-9 59
5 Benzeneethanamine, 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 53
Abundance Scan 1433 (17.465 min): BF075588.D (-1430) (-) m/z 59.00 100.00%
59
5000 /\\
114 ﬂ%ﬂ%ﬂmﬂ%
140
0 168184 221240 263 294 320337 n/z 72.00 57590
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #106874: 9-Octadecenamide, (2)-
59
5000 LR SRR BRI SULILN SULR
ﬂ%ﬂ%ﬂmﬂ%
41 m/z 55.05 53.10%
0 18\ H‘ H‘ \‘\ \H iy \\4 ;36154 184 220238 2642?1
m/z--> 25 Jo eb 85 1601201501é0180200220240260280300320350
Abundance
59
1720 17.40 17.60 17.80
5000 m/z 43.05 35.57%
41
ol 18 79 97 128 149166184 1%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #36772: Heptanamide, 4-ethyl-5-methyl- T
59 ﬂ%ﬂ%ﬂmﬂ%
m/z 41.05 33.80%
5000
114
41
ol1s ||l |86 ‘ 142 171
m/z--> %beb%mmmmmmmmnmmm%wmmﬁo 1nmmmmmmo

8270-BF111214 .M Mon Nov 17 18:16:48 2014
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075588.D

Aca On : 16 Nov 2014 19:16

Operator : TP / JJ

Sample : F4748-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 unknown20.43 Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
20.43 14.78 ng 235429 Perylene-di12 18.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Cholest-5-ene. 3-ethoxv-. (3.bet... 414 C29H500 000986-19-6 42
2 .beta.-Sitosterol acetate 456 C31H5202 000915-05-9 38
3 Methvl 12-acetvl-7-desoxvcholate 448 C27H4405 055547-48-3 32
4 Prean-5-en-3-ol. 21-bromo-20-met... 394 C22H35BrO 055103-80-5 30
5 Allopregnane-3.beta.,7.alpha.-di... 334 C21H3403 000566-20-1 25

Abundance Scan 1692 (20.426 min): BF075588.D (-1687) (-) m/z 43.05 100.00%
a8
107
5000 145
81 213
73 303329 e i B T
| \ | 2‘7’5 - | | 381|4T4 20.20 20.40 20.60 20.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111414\
Data File : BF075588.D

Acq On : 16 Nov 2014 19:16

Operator : TP / JJ

Sample : F4748-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF111214_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, 2,2-dime... 1.61 280.8 ng 2660470 1 7.56 189463 20.0
Butane, 2-methoxy... 1.96 23.0 ng 218069 1 7.56 189463 20.0
2-Butanone, 3-hyd... 2.48 53.6 ng 507708 1 7.56 189463 20.0
2,3-Butanediol, [-.. 4_.30 16.6 ng 156803 1 7.56 189463 20.0
2-Pentanone, 4-hy... 5.35 23.3 ng 220985 1 7.56 189463 20.0
unknown7 .26 7.26 69.2 ng 655511 1 7.56 189463 20.0
Tridecane 9.89 15.0 ng 297684 2 9.13 397162 20.0
Pentadecanoic acid 13.87 31.6 ng 471790 4 13.17 298400 20.0
3a-(3,4-Methylene... 14.05 4.6 ng 68936 4 13.17 298400 20.0
7-Hexadecyne 14.72 9.7 ng 145185 4 13.17 298400 20.0
unknownl14 .76 14.76 37.3 ng 557173 4 13.17 298400 20.0
unknownl14 .85 14.85 5.8 ng 93533 5 16.46 321943 20.0
7-Nonenamide 15.79 8.8 ng 142423 5 16.46 321943 20.0
Trichloroacetic a... 16.32 7.3 ng 117041 5 16.46 321943 20.0
Benzeneethanamine... 16.64 9.2 ng 147234 5 16.46 321943 20.0
9-Octadecenamide, ... 17.47 79.0 ng 1257930 6 18.20 318519 20.0
unknown20.43 20.43 14.8 ng 235429 6 18.20 318519 20.0
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