LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF092215\

Data File : BF081751.D

Aca On 1 22 Sep 2015 21:52 Instrument :
Operator : UM/1Z BNA_F

Sample - G3747-04 ClientSampleld :
Misc : TRENCH-1-4
ALS Vial : 11 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-BF090115.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

1.224 10 12 15 rVvB 850179 1159919 26.48% 6.276%
1.304 17 19 29 rvVB3 23004 556557 1.27% 0.301%
rBv 218667 572854 13.08% 3.100%
1.521 36 38 78 rVvB 1219172 4380783 100.00% 23.704%
4.424 288 292 314 rvV 242372 728864 16.64% 3.944%

abrwWNPEF
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o
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o
W
(9}

5.304 366 369 391 rBV 595641 1254104 28.63% 6.786%
7.579 565 568 572 rBV 633459 1275296 29.11% 6.901%
rvB 778311 1399339 31.94% 7.572%
8.139 614 617 623 rVB 134366 239862 5.48% 1.298%
8.459 641 645 655 rBB 564546 947937 21.64% 5.129%

(@R {cNec R NNe))
\l
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11 9.442 727 731 744 rBV 461483 854207 19.50% 4.622%
12 11.031 867 870 873 rBvV 184567 298060 6.80% 1.613%

13 12.311 977 982 988 rBvV2 19801 47451 1.08% 0.257%
14 13.682 1097 1102 1105 rBV 789753 1356032 30.95% 7.337%
15 13.740 1105 1107 1118 rVB 36645 87071 1.99% 0.471%

16 14.734 1191 1194 1199 rVvVv 151054 240999 5.50% 1.304%
17 14.848 1200 1204 1207 rvv2 39087 72769 1.66% 0.394%
18 15.157 1228 1231 1237 rBV 168728 302296 6.90% 1.636%
19 17.066 1394 1398 1404 rBV2 419740 849074 19.38% 4.594%
20 17.728 1450 1456 1462 rBV 46298 123856 2.83% 0.670%

21 18.666 1535 1538 1542 rBV 171946 283609 6.47% 1.535%
22 18.849 1551 1554 1563 rVB 19731 50295 1.15% 0.272%
23 19.626 1616 1622 1626 rBV 43452 77367 1.77% 0.419%
24 20.437 1689 1693 1699 rBvV 44326 101600 2.32% 0.550%
25 21.386 1773 1776 1782 rBV2 119801 177942 4._.06% 0.963%

26 22.049 1831 1834 1837 rBV 878087 1006708 22.98% 5.447%
27 23.295 1940 1943 1944 rBV 99839 114282 2.61% 0.618%

28 23.329 1944 1946 1952 rVB 210997 245103 5.59% 1.326%
29 24.769 2070 2072 2075 rBV 174021 177694 4._.06% 0.961%

Sum of corrected areas: 18480930
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF092215\

BF081751.D

22 Sep 2015 21:52

umziz
G3747-04

11 Sample Multiplier: 1

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Abundance
1200000

1000000

800000

600000

400000

1.22

200000
1.3

1.4

4.42

TIC: BF081751.D

5.30

8.14

8.46

9.44

Ot
Time-->

850 9.00 9.50

150 2.00 250

3.00 350 4.00 450

5.00 550 6.00

650 7.00 7.50 8.00

Abundance
1200000

1000000

800000

600000

400000

200000

11.03

12.31

13.68

.74

TIC: BF081751.D

1473 1
4.85

17.07

5.16

17.73 18.85

Ol
Time-->

P
LI B S S N B S B B D B L B B B B

10.50 11.00 11.50 12.00 1250 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50

Abundance
1200000

1000000

800000

600000

400000

200000

19.63 20.44

22.05

21.39

TIC: BF081751.D

23.33
23129

24.77

Ol
Time-->

A,
LIS L L L L L [ L L L L L L L L L L N

19.50 20.00 20.50 21.00 21.50 22.00 22.50 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092215\
Data File : BF081751.D

Aca On : 22 Sep 2015 21:52

Operator : UM/I1Z

Sample : G3747-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

1.22 96.72 ng 1159920 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 25
3 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 12
4 Methane. isothiocvanato- 73 C2H3NS 000556-61-6 9
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 12 (1.224 min): BF081751.D (-10) (-) m/z 73.10 100.00%
3
43
5000 55
87
37] | | &7 1.20 1.30 1.40 1.50 1.60
) O ¥ BN PR A PN NS m/z 43.10 56.27%
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000
43 1.20 1.30 1.40 1.50 1.60
55 87 m/z 55.05 38.95%
0 %9 35 \‘\ ‘ 67 ||, 80
L I SUILIS IUL LIS SRS UL UL LRI SUSILS UL SUL
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance
73
1.20 1.30 1.40 1.50 1.60
5000 m/z 87.10 26.02%
43
. 5 15 29 46 53 59 66 88
miz--> 0 10 20 30 40 50 60 70 8 90
Abundance #7316: 2-Methyl-5-hexen-3-ol
7B 1.20 1.30 1.40 1.50 1.60
55 m/z 41.10 18.02%
43
5000
o “ ‘ ‘ ‘ o i—%
0 ”'I"'W'"'I”"I"'W'"'I”"I"'W""I”"I"'
m/z--> 0 10 20 70 80 90 1.20 1.30 1.40 1.50 1.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092215\
Data File : BF081751.D

Aca On : 22 Sep 2015 21:52

Operator : UM/I1Z

Sample : G3747-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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.

4.42 60.77 ng 728864 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
4 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 292 (4.424 min): BF081751.D (-288) (-) 43.10 100.00%
a3 A
59
5000
101
4.00 420 4.40 4.60 4.80
O Sl S8 88 | Tm/z 59.10 55.77%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59

4.00 4.20 4.40 4.60 4.80

m/z 101.10 13.94%

25 3L 37 83 g3 0%
o ISR /PPAF IS ZFPNTE NSBSIVES| NN L M MMM
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
59
L e
400 4.20 4.40 4.60 4.80
5000 41 m/z 58.10 13.15%
31
69 87
15 53 98
o) EESL NS | M A St 1) N A s
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #7974: Acetic acid, 1,1-dimethylethyl ester S m m e
43 400 420 440 460 480

m/z 41.10 8.68%

5000 57
29
101
0 |l 371l S0 | 8 \ AN

m/z--> 10 20 30 40 50 60 70 80 90 100 4.00 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092215\
Data File : BF081751.D

Aca On : 22 Sep 2015 21:52

Operator : UM/I1Z

Sample : G3747-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 unknown7.66 Concentration Rank 2

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

7.66 116.68 ng 1399340 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10

Abundance Scan 575 (7.659 min): BF081751.D (-572) (-) m/z 132.05 100.00%
13
5000 68 /\
40 75 ® 104 740 7.60 7.80 8.00
) SN A " Sh '|,..':~.,..??,..I'.,.'!..,....,...., b | m/z 68.10  48.38%
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U SR UL U S
7.40 7.60 7.80 8.00
78 m/z 66.10 34.27%
31 54 51
O"P'“P'“J“JMJ'WM“'P“lP'”I““I“'W'“W'”'P'“I““ N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
740 7.60 7.80 8.00
5000 97 m/z 134.10 31.65%
70
31
. 4451 60 1 77 gg 105 116
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl- e T R w )
132 7.40 7.60 7.80 8.00
m/z 69.10 19.97%
5000
15 28 3 52 B 7 0 104 45 |
m/z--> 10 20 35 40 55 60 70 85 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092215\
Data File : BF081751.D

Aca On : 22 Sep 2015 21:52

Operator : UM/I1Z

Sample : G3747-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 Decane, 2,5,9-trimethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.31 3.18 ng 47451 Naphthalene-d8 11.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 2.5.9-trimethvl- 184 C13H28 062108-22-9 59
2 Decane. 2.4-dimethvl- 170 C12H26 002801-84-5 39
3 Isooctane. (ethenvloxv)- 156 C10H200 037769-62-3 39
4 Hexadecane 226 C16H34 000544-76-3 36
5 Trifluoroacetic acid, 4-methylpe... 198 C8H13F302 000327-71-9 36
Abundance Scan 982 (12.311 min): BF081751.D (-977) (-) m/z 57.10 100.00%
57
43 7
5000
” 85 112 12.00 12.20 12.40 12.60
Ol prrrr el e e b || M/ 43.100 60.35%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #45601: Decane, 2,5,9-trimethyl-
57
5000 43
71 12.00 12.20 12.40 12.60

m/z 71.10 55.61%

w | 85 99 113

o e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
43
NN\ /
57 IIIIIIIIIIIIIIIIIIIIIII
12.00 12.20 12.40 12.60
5000 n m/z 41.10 38.54%
85
29
o 99 112 127 155
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #26975: Isooctane, (ethenyloxy)- R R E s RRRRY
3 57 12.00 12.20 12.40 12.60
m/z 56.10 22.28%
71
5000
29 84
110
H | ‘ ‘\ | ! I N \9\7\ !
LN S RN 1NN N S A
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092215\
Data File : BF081751.D

Aca On : 22 Sep 2015 21:52

Operator : UM/I1Z

Sample : G3747-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 Nonane, 3,7-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.74 5.76 ng 87071 Acenaphthene-d10 15.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 3.7-dimethvl- 156 C11H24 017302-32-8 59
2 Propanoic acid. 2-methvl-. butvl._.. 144 C8H1602 000097-87-0 59
3 Undecane. 6-ethvl- 184 C13H28 017312-60-6 53
4 Dodecane. 2.6.l11-trimethvl- 212 C15H32 031295-56-4 53
5 Decane, 2-methyl- 156 C11H24 006975-98-0 53
Abundance Scan 1107 (13.740 min): BF081751.D (-1105) (-) m/z 57.10 100.00%
43 71
5000
85 AR AR SN B
97 173 13.40 13.60 13.80 14.00
(o} 7t m/z 43.10 75.89%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27137: Nonane, 3,7-dimethyl-
57
43 71
5000 R R SR S B
85 1340 13.60 13.80 14.00
29 m/z 71.10 74.75%
‘ o7 127
0 '|"""U" 'k S R '%%1'|""'1ﬁ%' }§q Y P
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
43
57 71
89 13.40 13.60 13.80 14.00
5000 29 m/z 56.10 47 . 79%
101
L L L L L W B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45551: Undecane, 6-ethyl-
57 13.40 13.60 13.80 14.00
71 m/z 41.10 43.71%
43
5000
29 85 112
99 154
S Y O 7" AT O B ot e
m/z--> 20 40 60 80 100 120 140 160 180 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092215\
Data File : BF081751.D

Aca On : 22 Sep 2015 21:52

Operator : UM/I1Z

Sample : G3747-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 Undecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.85 4.81 ng 72769 Acenaphthene-d10 15.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane 156 C11H24 001120-21-4 90
2 Heptadecane. 2.6.10.14-tetramethvl- 296 C21H44 018344-37-1 72
3 Eicosane 282 C20H42 000112-95-8 72
4 Hexadecane 226 C16H34 000544-76-3 72
5 1-lodo-2-methylundecane 296 C12H251 073105-67-6 72
Abundance Scan 1204 (14.848 min): BF081751.D (-1200) (-) m/z 57.10 100.00%
g7
5000
4 85 JJ\_/\/\/
s 1l 14160 1480 15,00 1530
0 m/z 43.10 88.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #27117: Undecane
57
5000 L B BULELLE ISR B
4 a5 14. 60 14. 80 15. oo 15. 20
m/z 71.10 62.00%
0 Zé \‘ ‘ \‘ \‘ 1l 113128 15\6
m/z--> 25 45 eb éo 160 120 150 1éo 1§0 260 250 250 2éo 2éo '
Abundance
57
14.60 14.80 15.00 15.20
5000 m/z 41.10 35.01%
41
85
o 113 141156 183 211226 253 281296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane R AR RRRES T
57 14.60 14.80 15.00 15.20
m/z 85.20 33.50%
5000
4 85
o L M3 14 a6 282 /
m/z--> 25 45 eb éo 160 150 150 1éo 1éo 260 220 250 2éo 2éo ' 14%0 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092215\
Data File : BF081751.D

Aca On : 22 Sep 2015 21:52

Operator : UM/I1Z

Sample : G3747-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.73 8.73 ng 123856 Phenanthrene-d10 18.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 80
2 Heptacosane 380 C27H56 000593-49-7 72
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 72
4 Hexadecane 226 C16H34 000544-76-3 64
5 Tetracosane 338 C24H50 000646-31-1 59
Abundance Scan 1456 (17.728 min): BF081751.D (-1450) (-) m/z 57.05 100.00%
57
85 e e
| | 13,0 17.40 17.60 17.80 18.00
ob— il 4 o 21— | m/z 43.05 59.33%
m/z--> 50 100 150 200 250 300 350
Abundance #107652: Eicosane
57
5000 D DN BRI SN BN
85 17.40 17.60 17.80 18.00
29 m/z 71.10 56.77%
ol M aee e
m/z--> 50 100 150 200 250 300 350
Abundance
57
17.40 17.60 17.80 18.00
5000 m/z 41.10 27 .48%
85
0 29 113 141 169 197 225 253 281 323 351 380
m/z--> 55 160 1éo 260 250 360 3éo
Abundance #115581: Heptadecane, 2,6,10,15-tetramethyl- R e AL B
57 17.40 17.60 17.80 18.00
m/z 85.10 24 .02%
5000 85
0 L ’ I | ‘J1}3 141183 211 239 267 296
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 3&'30 17.'40 17.|60 17.|80 18.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092215\
Data File : BF081751.D

Aca On : 22 Sep 2015 21:52

Operator : UM/I1Z

Sample : G3747-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 1-lodo-2-methylundecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
18.85 3.55 ng 50295 Phenanthrene-d10 18.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 78
2 1-l1odo-2-methvlundecane 296 C12H25l1 073105-67-6 72
3 Pentadecane 212 C15H32 000629-62-9 72
4 Hexadecane 226 Cl16H34 000544-76-3 72
5 Tetradecane 198 C14H30 000629-59-4 64
Abundance Scan 1554 (18.849 min): BF081751.D (-1551) (-) m/z 57.10 100.00%
57
43
5000 S
85
99113 ' 18.60 18.80 19.00 19.20
ol et et e e e e e e || M7z 43.100 58.61%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
43 57
71
5000 L UL I BUARLN B
85 18160 18,80 19.00 19.20
29 m/z 71.05 50.51%
L P
miz-> 20 Jo 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
18.60 18.80 19.00 19.20
5000 1 m/z 85.10 33.12%
85
29
ol 99 113127 155169 211 206
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64573: Pentadecane e B B p
a3 18.60 18.80 19.00 19.20
m/z 56.10 26.74%
5000 71 g
29 99
0 Ll 113127141155169133 212
miz-> 20 Jo éo 80 100 120 150 160 180 200 220 240 260 280 18.60 18.80 19.00 19.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092215\
Data File : BF081751.D

Aca On : 22 Sep 2015 21:52

Operator : UM/I1Z

Sample : G3747-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 Pentafluoropropionic acid, ... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.63 5.46 ng 77367 Phenanthrene-d10 18.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. penta... 374 C18H31F502 1000280-07-5 80
2 5-Octadecene. (E)- 252 C18H36 007206-21-5 74
3 1-Tetracosanol 354 C24H500 000506-51-4 68
4 Pentafluoropropionic acid. tetra... 360 C17H29F502 006222-06-6 64
5 Pentafluoropropionic acid, octad... 416 C21H37F502 1000280-07-7 64
Abundance Scan 1622 (19.626 min): BF081751.D (-1616) (-) m/z 55.10 100.00%
55
5000
111 A SRR SO IR S
19.40 19.60 19.80 20.00
o m/z 43.10 85.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #149597: Pentafluoropropionic acid, pentadecyl ester
43
5000 69 A SRR BN IR S
19.40 19.60 19.80 20.00
m/z 57.10 71.38%
ob. 26 1 | 125 153 182 210
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55
o '~ 19.40 1960 19.80 20.00
5000 m/z 41.10 70.45%
29 111
o 139 168 195 224 252
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #142901: 1-Tetracosanol R B Rl o L S
43 19.40 19.60 19.80 20.00
m/z 69.10 63.64%
5000 83
18
o [l fe 140 168 196 238 266 308 336
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 19.40 19.60 19.80 20.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092215\
Data File : BF081751.D

Aca On : 22 Sep 2015 21:52

Operator : UM/I1Z

Sample : G3747-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 Undecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
20.44 7.16 ng 101600 Phenanthrene-d10 18.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 59
2 n-Decanoic acid 172 C10H2002 000334-48-5 53
3 n-Capric acid isopropvl ester 214 C13H2602 002311-59-3 47
4 d-Glucohexodialdose 178 C6H1006 1000149-19-1 38
5 4-Propionyloxytetradecane 270 C17H3402 1000245-62-9 14
Abundance Scan 1693 (20.437 min): BF081751.D (-1689) (-) m/z 43.10 100.00%
B 5
73
5000
> o7 129 213 HR RSN BN R B
115 157 171 185 20.20 20.40 20.60 20.80
o M m/z 60.00 82.19%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #46617: Undecanoic acid
60 73
43
5000 LN SIS U SRR U
29 2020 2040 20.60 20.80
115]29143 m/z 57.10 78.40%
0 ‘\ . L M MH T -.‘---1?7-1??-.-‘---.----.
m/z--> 20 40 60 100 120 140 160 180 200
Abundance
60 73
I I

20.20 20.40 20.60 20.80

41

5000 m/z 55.05 75.81%
29 129
7
115 172
101 143 155
Ol
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #65595: n-Capric acid isopropy! ester T e
43 20.20 20.40 20.60 20.80
m/z 41.10 74.09%
5000{ 27 60
73 102
33 129 155 173
ol .U:‘. Al el S S A8 190 21 T
m/z--> 20 40 60 80 100 120 140 160 180 200 20 20 20. 40 20. 60 20 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092215\
Data File : BF081751.D

Aca On : 22 Sep 2015 21:52

Operator : UM/I1Z

Sample : G3747-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 5-Octadecene, (E)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.39 14.52 ng 177942 Chrysene-di12 23.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Octadecene. (E)- 252 C18H36 007206-21-5 91
2 1-Nonadecene 266 C19H38 018435-45-5 91
3 1-Hexadecene 224 C16H32 000629-73-2 91
4 5-Eicosene. (E)- 280 C20H40 074685-30-6 90
5 1-Octadecene 252 C18H36 000112-88-9 90
Abundance Scan 1776 (21.386 min): BF081751.D (-1773) (-) m/z 55.10 100.00%
55
4
69 83
5000
21,00 21.20 21.40 21.60 21.80
o m/z 43.10 92 .59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #89785: 5-Octadecene, (E)-
55
41 || % g3
5000 AL BN BRI B
21.00 21.20 21.40 21.60 21.80
m/z 57.10 81.28%
ZT | w 125139154 252
o....“k.wﬂn.“.l” 168182195 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
41 55
69 83 o7 21,00 21.20 21.40 21.60 21.80
5000 m/z 41.10 71.56%
111
27 125
o 139153 168 266
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72488: 1-Hexadecene B B e
41 5 21.00 21.20 21.40 21.60 21.80
m/z 83.10 64.27%
5000
2 125
ol 12 L “‘ 139154168182196 224 _
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 21.00 21.20 21.40 21.60 21.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092215\
Data File : BF081751.D

Acq On : 22 Sep 2015 21:52

Operator : UM/1Z

Sample : G3747-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_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]
Butane, 2-methoxy... 1.22 96.7 ng 1159920 1 8.14 239862 20.0
2-Pentanone, 4-hy... 4.42 60.8 ng 728864 1 8.14 239862 20.0
unknown? .66 7.66 116.7 ng 1399340 1 8.14 239862 20.0
Decane, 2,5,9-tri... 12.31 3.2 ng 47451 2 11.03 298060 20.0
Nonane, 3,7-dimet... 13.74 5.8 ng 87071 3 15.16 302296 20.0
Undecane 14.85 4.8 ng 72769 3 15.16 302296 20.0
Eicosane 17.73 8.7 ng 123856 4 18.67 283609 20.0
1-lodo-2-methylun... 18.85 3.5 ng 50295 4 18.67 283609 20.0
Pentafluoropropio... 19.63 5.5 ng 77367 4 18.67 283609 20.0
Undecanoic acid 20.44 7.2 ng 101600 4 18.67 283609 20.0
5-Octadecene, (E)- 21.39 14.5 ng 177942 5 23.33 245103 20.0
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