LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF111414\
Data File : BF075598.D

Aca On : 16 Nov 2014 23:57

Operator : TP / JJ

Sample : F4738-03

Misc :

ALS Vial : 25 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 rVB 1833266 1924402 100.00% 25.949%
2 1.761 56 59 63 rvB 68790 104380 5.42% 1.407%
3 1.830 63 65 73 rv 42640 73622 3.83% 0.993%
4 1.967 73 77 93 rvB 436392 734556 38.17% 9.905%
5 5.339 370 372 376 rVB 86932 115258 5.99% 1.554%
6 5.853 414 417 419 rBV 294309 306667 15.94% 4.135%
7 7.099 524 526 528 rBV 250549 305527 15.88% 4_.120%
8 7.144 528 530 534 rVvVv 73814 105808 5.50% 1.427%
9 7.259 538 540 543 rVB 261821 317842 16.52% 4.286%
10 7 .556 564 566 568 rBV 147605 153716 7.99% 2.073%

11 7.739 580 582 585 rVvB 279366 241520 12.55% 3.257%
12 8.242 624 626 628 rBvV 223725 195619 10.17% 2.638%
13 8.996 689 692 696 rBvV3 9239 21579 1.12% 0.291%
14 9.133 701 704 706 rBV 239714 210738 10.95% 2.842%
15 10.482 819 822 824 rBV 237862 311955 16.21% 4_.206%

16 11.316 892 895 897 rBvV 222245 223305 11.60% 3.011%
17 12.299 978 981 983 rBvV2 168677 226322 11.76% 3.052%
18 13.019 1042 1044 1047 rvVB2 12564 20550 1.07% 0.277%
19 13.168 1054 1057 1059 rBV 179242 236223 12.28% 3.185%
20 13.865 1115 1118 1120 rBV 70203 105466 5.48% 1.422%

21 14.677 1186 1189 1191 rBV 21041 25364 1.32% 0.342%
22 14.745 1192 1195 1198 rBV 29740 50325 2.62% 0.679%
23 14.837 1201 1203 1207 rBv4 16561 38177 1.98% 0.515%
24 14.905 1207 1209 1211 rBVZ2 11248 19788 1.03% 0.267%
25 14.951 1211 1213 1215 rVB 23750 31325 1.63% 0.422%
26 15.031 1217 1220 1222 rBV 23395 36028 1.87% 0.486%
27 15.157 1229 1231 1233 rBV 353290 353358 18.36% 4_765%
28 15.465 1255 1258 1261 rBV3 24836 47886 2.49% 0.646%
29 15.762 1282 1284 1286 rBV 23001 28414 1.48% 0.383%

30 16.334 1331 1334 1342 rBV3 45143 104990 5.46% 1.416%

31 16.460 1342 1345 1346 rBV 262384 380469 19.77% 5.130%

32 17.580 1441 1443 1445 rBV2 25289 26456 1.37% 0.357%
33 18.197 1494 1497 1504 rVB 181094 291042 15.12% 3.924%
34 19.351 1596 1598 1602 rVB2 23809 47357 2.46% 0.639%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF111414\
Data File : BF075598.D

Aca On : 16 Nov 2014 23:57

Operator : TP / JJ

Sample : F4738-03

Misc :

ALS Vial : 25 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA F\METHODS\8270-BF111214.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 7416034
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMIN\BNA F\DATA\BF111414\

BFO75598.D

16 Nov 2014 23:57

™ /7 33

F4738-03

25 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF111214.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

1500000

1000000

500000

61

1.97

TIC: BF075598.D

5.34

5.85

7.74
7.56

7.140.26

0
Time-->

3.00

3.50

4.00

4.50 5.00 5.50

6.00

Abundance

1500000

1000000

500000

8.24 9.13

A 9.0

10.48

TIC: BF075598.D

11.32 12.30

|

13.17
13.0

13.87 14.

S

O~

Time-->  8.00

8.50 9.00

9.50 10.00 10.50

11.00 11.50 12.00

12.50

13.00

14.50

13.50 14.00

Abundance

1500000

1000000

500000

A 47039

15.16

15.47 15.76

16.46

16.3

TIC: BF075598.D

18.20

17.58

19.35

0
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 : BF075598.D

Aca On : 16 Nov 2014 23:57

Operator : TP / JJ

Sample : F4738-03

Misc :

ALS Vial : 25 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 unknownl.61

Concentration Rank 1

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

1.61 250.38 ng 1924400 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 42
2 Propanoic acid. 2-methvl-. propv... 130 C7H1402 000644-49-5 17
3 1.3-Diaminoquanidine 89 CH7N5 004364-78-7 9
4 Acetamide. N-methvl- 73 C3H7NO 000079-16-3 9
5 Methylglyoxal 72 C3H402 000078-98-8 9

Abundance Scan 46 (1.613 min): BF075598.D (-43) (-) m/z 73.10 100.00%
7B
43
5000
89
. - 120 1.40 160 180 200
O rrrprrrprre e b e e e e e e e m/z 43.10 72 .09%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4669: Propane, 2,2-dimethoxy-
73
43
5000 L L L L R
15 29 120 140 1.60 1.80 2.00
89 m/z 89.10 30.46%
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 .35%
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 #2183: 1,3-Diaminoguanidine T R T
43 1.20 1.40 1.60 1.80 2.00
32 m/z 45.10 11.08%
58 89
5000 18
‘ 72
o) I ”l...” e S — S | G ——
| I I I I T I I I I | | I I | I
m/z--> 10 40 50 60 70 80 90 100 110 120 140 160 1.80 2.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075598.D

Aca On : 16 Nov 2014 23:57

Operator : TP / JJ

Sample : F4738-03

Misc :

ALS Vial : 25 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-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.34 15.00 ng 115258 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 50
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
3 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 9
4 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 372 (5.339 min): BF075598.D (-370) (-) m/z 43.00 100.00%
a3
5000 59
101 JARSARRARARELRSERESAEL
5.00 5.20 5.40 5.60
Ol B3 & Tm/z 59.10 44.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LA L UL LI L B
59 500 520 540 560
m/z 101.10 13.33%
o 25 3 37 | 83 o3 01
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
500 520 540 560
5000 m/z 58.00 13.10%
101
o 15 5 31 37 51 %8 g9 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3174: 4-Penten-2-one, 4-methyl- B e R
43 5.00 5.20 5.40 5.60
m/z 41.10 9.12%
5000
0 2\9 | . 55 8\3 98
mz-> 10 20 30 40 50 60 70 8 90 100 110 500 520 540 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075598.D

Aca On : 16 Nov 2014 23:57

Operator : TP / JJ

Sample : F4738-03

Misc :

ALS Vial : 25 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 6 unknown7.26 Concentration Rank 3

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

7.26 41_.35 ng 317842 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 16
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 540 (7.259 min): BF075598.D (-538) (-) m/z 132.00 100.00%
5000

7.00 7.20 7.40 7.60

01 m/z 68.10 42 _15%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 LIS L L L L L L LB L BB}
7.00 7.20 7.40 7.60
0
a1 51 78 m/z 134.00  31.10%
38
0 ‘ 1 H N !
T T R T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
N  BEEEEE n s e )
7.00 7.20 7.40 7.60
5000 m/z 66.00 27.79%
33 44 o g7 105
78
0 51 60 86 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14006: 5-Aminoindole T ERama

132 7.00 7.20 7.40 7.60
m/z 69.10 17.21%

5000
104
66
14 27 37445158 7 7T g9 97 | 115 ‘

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075598.D

Aca On : 16 Nov 2014 23:57

Operator : TP / JJ

Sample : F4738-03

Misc :

ALS Vial : 25 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 2-Pyridinamine, 3-methyl- Concentration Rank 13

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

9.00 2.05 ng 21579 Naphthalene-d8 9.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pvridinamine. 3-methvl- 108 C6H8N2 001603-40-3 58
2 2-Pvridinamine. 5-methvl- 108 C6H8N2 001603-41-4 53
3 Benzenesulfonic acid. 4-nitro-. ... 294 C12H10N205S 018631-75-9 40
4 s-Triazaborane 81 B3H6N3 006569-51-3 36
5 2-Pyridinamine, N-methyl- 108 C6H8N2 004597-87-9 9

Abundance Scan 692 (8.996 min): BF075598.D (-689) (-) m/z 108.00 100.00%
so 108 ..
5000
53 IIIIIIIIIIII|IIII|II
8.60 8.80 9.00 9.20 9.40
o m/z 80.00 83.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #5205: 2-Pyridinamine, 3-methyl-
108
80
5000 [T T
8.60 8.80 9.00 9.20 9.40
>7 93 m/z 123.00 79.11%
ol 12
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
108
80 ISR SRR RN SRR
8.60 8.80 9.00 9.20 9.40
5000 m/z 53.10 23.96%
53
28
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #113865: Benzenesulfonic acid, 4-nitro-, 2-aminophenyl| ester LI e e
80 108 8.60 8.80 9.00 9.20 9.40
m/z 52.10 21.05%
5000
53
o 3 123 140155 171186
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075598.D

Aca On : 16 Nov 2014 23:57

Operator : TP / JJ

Sample : F4738-03

Misc :

ALS Vial : 25 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 Tetradecanoic acid Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.87 8.93 ng 105466 Phenanthrene-d10 13.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 72
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
3 n-Decanoic acid 172 C10H2002 000334-48-5 53
4 Dodecanoic acid 200 C12H2402 000143-07-7 50
5 Pentadecanoic acid 242 C15H3002 001002-84-2 49

Abundance Scan 1118 (13.865 min): BF075598.D (-1115) (-) m/z 43.10 100.00%
48 73
60
5000
a5 129
115 213 LI L B
| 8 14327171185 256 13.60 13.80 14.00 14.20
o/ m/z 73.00 92.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75071: Tetradecanoic acid
60 78
43
5000 UL B B SIS SR
129 1360 13.80 14.00 14.20
115 185 228 m/z 60.00 80.46%
8 143 167 171
Ol ||||||| \M‘ ?‘ H‘ MI\ |‘||fl-|5|7|||| |‘||1|99||2:|L|3||‘|||||||||
m/z--> 20 80 100 120 140 160 180 200 220 240 260
Abundance
43 o 73
' 13.60 13.80 14.00 1420
5000{ 29 m/z 57.00 72.00%
129
85 256
0 $ U 143157171185199213227239 \xﬂ,wﬂvNyﬂwy,
m/z--> ﬁo Jo éo éo 160 150 150 160 180 200 220 240 260 yA,JVAM_A/J“J
Abundance #37192: n-Decanoic acid R A B e
60 78 13.60 13.80 14.00 14.20
a1 m/z 55.05 69.94Y%
5000{ 29 129
101115 | 143 172
OI|||U|‘|“‘|||‘||‘l|||‘|‘||‘l“l||||||‘|||||||||||||||||||||||||||| e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13 60 13. 80 14.00 14. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075598.D

Aca On : 16 Nov 2014 23:57

Operator : TP / JJ

Sample : F4738-03

Misc :

ALS Vial : 25 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 unknownl14.75 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.75 4.26 ng 50325 Phenanthrene-d10 13.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. dodec... 332 C15H25F502 006222-04-4 47
2 4-Heptafluorobutvrvloxvhexadecane 438 C20H33F702 1000282-97-2 43
3 Acetic acid. trifluoro-. tetrade... 310 C16H29F302 006222-02-2 38
4 Trifluoroacetic acid. n-heptadec... 324 C17H31F302 1000216-79-2 38
5 Pentafluoropropionic acid, penta... 374 C18H31F502 1000280-07-5 38
Abundance Scan 1195 (14.745 min): BF075598.D (-1192) (-) m/z 55.00 100.00%
41
69
5000 83

14.40 14.60 14.80 15.00

0 m/z 43.10 83.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #133499: Pentafluoropropionic acid, dodecyl ester
43
57

5000

29 14.40 14. 60 14. 80 15. 00
m/z 41.10 79.72%
ol | 168
ERRRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55
41 69 LI LI LI L LI L L BN B
14.40 14.60 14.80 15.00
5000 83 m/z 69.00 61.03%
97
27 111
o 125 150 169183 200 224 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #122754: Acetic acid, trifluoro-, tetradecyl ester R EREmm R B
43 14.40 14.60 14.80 15.00
57 m/z 83.10 50.77%
5000

\ il 125140154168 196
ARBARNSEREIS R R B

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14.60 14.80 15.00

o

8270-BF111214 .M Mon Nov 17 18:21:39 2014

Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075598.D

Aca On : 16 Nov 2014 23:57

Operator : TP / JJ

Sample : F4738-03

Misc :

ALS Vial : 25 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 11 unknownl4.84 Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
14.84 2.01 ng 38177 Chrysene-di12 16.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Chloroacetic acid. cvclohexvl ester 176 C8H13Cl102 006975-91-3 12

2 Methvl 2.6-anhvdro-_.alpha.-d-alt... 176 C7H1205 1000130-02-0 10

3 N-(3-MethvilbutvDacetamide 129 C7H15NO 013434-12-3 10

4 1.3.4-Thiadiazol-2-amine. 5-ethvl- 129 C4H7N3S 014068-53-2 9

5 2-Deoxy-D-glucose 164 C6H1205 000154-17-6 9
Abundance Scan 1203 (14.837 min): BF075598.D (-1201) (-) m/z 43.00 100.00%

57

5000

14.60 14.80 15.00 15.20
m/z 57.10 88.50%

04
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #40275: Chloroacetic acid, cyclohexyl ester
41 55 67 82

5000 27 LA L L L L L L L L L
14.60 14.80 15.00 15.20
m/z 60.00 78 .39%
I \‘\ \M\‘ ‘H\ 91100
O e e A T T T o e e T
m/z--> 20 3 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance
57 73
e e A EAREE
14.60 14.80 15.00 15.20
5000 m/z 41.10 74.98%
42
87

104113 127 144 158 176

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #12536: N-(3-Methylbutyl)acetamide AN EEa TS S S
30 14.60 14.80 15.00 15.20
m/z 73.00 65.49%
5000
43 73
| Ly | 6\0 ‘ 8\6 114 1?9 /\ ﬂ A A
o S i e e

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075598.D

Aca On : 16 Nov 2014 23:57

Operator : TP / JJ

Sample : F4738-03

Misc :

ALS Vial : 25 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 unknownl5.47 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.47 2.52 ng 47886 Chrysene-di12 16.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hexene. 2.2-dimethvl-. (2)- 112 C8H16 000690-92-6 25
2 3-Hexene. 2.2-dimethvl-. (E)- 112 C8H16 000690-93-7 25
3 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 22
4 1-Docosene 308 C22H44 001599-67-3 22
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 22
Abundance Scan 1258 (15.465 min): BF075598.D (-1255) (-) m/z 55.00 100.00%
55
5000
1520 15.40 15.60 15.80
(o} m/z 43.10 51.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #6605: 3-Hexene, 2,2-dimethyl-, (2)-
55
83
5000 41 LI B UL B UL
27 69 15.20 15.40 15.60 15.80
97 112 m/z 41.05 48.79%
L]
o T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
55
a3 15.20 15.40 15.60 15.80
5000 o7 m/z 83.10 46.04%
41 69 112
29
e L S L UL I WL S WL WA S W
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #152927: Trichloroacetic acid, hexadecy! ester A B B
43 57 15.20 15.40 15.60 15.80
69 83 m/z 57.10 40.20%
97
5000
111
0 mmwmm 224
m/z--> 5 b 60 80 100 120 150 160 180 200 220 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075598.D

Aca On : 16 Nov 2014 23:57

Operator : TP / JJ

Sample : F4738-03

Misc :

ALS Vial : 25 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 13 1-Nonadecene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.33 5.52 ng 104990 Chrysene-di12 16.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 64
2 Tetrapentacontane. 1.54-dibromo- 915 C54H108Br2 1000156-09-4 53
3 Pentafluoropropionic acid. undec... 318 C14H23F502 1000283-04-0 49
4 Dodecane. 5-cvclohexvl- 252 C18H36 013151-85-4 47
5 17-Pentatriacontene 491 C35H70 006971-40-0 43
Abundance Scan 1334 (16.334 min): BF075598.D (-1331) (-) m/z 43.10 100.00%
43
7
5000
149193 16.00 16.20 16.40 16.60
O m/z 55.10 85.52%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800
Abundance #98170: 1-Nonadecene
41
83
5000 R AR AR R SRR
mmmmmmmm
25 m/z 57.10 83.77%
0 ‘ 1 ‘ ‘ i 168 266
miz--> 0 55 1001502002503003504604505605506606507607%0860 '
Abundance
57
16.00 16.20 16.40 16.60
5000 m/z 83.10 78.21%
111
o 195197239281323365 415457499541583628670713755 835
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800
Abundance #126783: Pentafluoropropionic acid, undecy! ester L e o LN
4 16.00 16.20 16.40 16.60
m/z 41.10 69.62%
7
154
o 1] | 199
m/z--> 0 50 100 150 200 250 300 350 4(')0 450 500 550 600 650 700 751;0 8(|)O ' 16. 00 16 20 16. 40 16. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075598.D

Aca On : 16 Nov 2014 23:57

Operator : TP / JJ

Sample : F4738-03

Misc :

ALS Vial : 25 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 d-Glucosamine, tetrakis(tri... Concentration Rank 11

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

19.35 3.25 ng 47357 Perylene-di12 18.20

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 d-Glucosamine. tetrakis(trimethy... 467 C18H45N05Si4 1000079-26-2 59
2 4.5-Diphenvlocta-1.7-diene(d) 262 C20H22 1000215-92-8 50
3 4.5-Diphenvlocta-1.7-diene(meso) 262 C20H22 1000215-92-7 50
4 4-Methvltetrahvdro-1.3-oxazine-2... 131 C5H9NOS 014760-60-2 50
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 146 Cl11H14 027087-54-3 45

Abundance Scan 1598 (19.351 min): BF075598.D (-1596) (-) m/z 131.05 100.00%
131
5000
43 75105 | 191 282 19.00 19.20 19.40 19.60
o b m/z 132.00 10.93%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #166069: d-Glucosamine, tetrakis(trimethylsilyl)-
131
73 A
5000 L LI L L L LB L LN B
19.00 19.20 19.40 19.60
m/z 117.10 9.08%
oL % | 108 | 156 204 232259 319 362 452
e e e e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
131
91
19.00 19.20 19.40 19.60
5000 m/z 191.10 8.87%
39 65 179 221 262
o R A i 6 V' O e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #95837: 4,5-Diphenylocta-1,7-diene(meso) T
131 19.00 19.20 19.40 19.60
m/z 207.10 8.69%
5000 o1
41
TP T B G- T S —
m/z--> 50 100 150 200 250 300 350 400 450 19.00 19.20 19.40 19.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111414\
Data File : BF075598.D

Acq On : 16 Nov 2014 23:57

Operator : TP / JJ

Sample : F4738-03

Misc :

ALS Vial : 25 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]
unknownl.61 1.61 250.4 ng 1924400 1 7.56 153716 20.0
2-Pentanone, 4-hy... 5.34 15.0 ng 115258 1 7.56 153716 20.0
unknown? .26 7.26 41.4 ng 317842 1 7.56 153716 20.0
2-Pyridinamine, 3... 9.00 2.0 ng 21579 2 9.13 210738 20.0
Tetradecanoic acid 13.87 8.9 ng 105466 4 13.17 236223 20.0
unknownl14 .75 14.75 4.3 ng 50325 4 13.17 236223 20.0
unknownl14 .84 14.84 2.0 ng 38177 5 16.46 380469 20.0
unknownl15.47 15.47 2.5 ng 47886 5 16.46 380469 20.0
1-Nonadecene 16.33 5.5 ng 104990 5 16.46 380469 20.0
d-Glucosamine, te... 19.35 3.3 ng 47357 6 18.20 291042 20.0
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