LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022615\

Data File : BF077463.D

Acq On : 26 Feb 2015 14:17 Instrument :
Operator : TP/IZ BNA_F

Sample - G1384-02 ClientSampleld :
Misc - 41A-EW-022515
ALS Vial : 4 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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: CENTROID

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

Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915_.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 height area % max. total
1 1.424 45 47 50 rvB 3363878 3459246 100.00% 15.447%
2 1.561 56 59 62 rvB 128911 204763 5.92% 0.914%
3 1.732 71 74 82 rvv 99648 147529 4_26% 0.659%
4 1.847 82 84 101 rVB 331972 746499 21.58% 3.334%
5 5.047 362 364 369 rvB 261042 297558 8.60% 1.329%

5.561 406 409 411 rBV 1303023 1443972 41.74% 6.448%
6.830 517 520 522 rBV 1166326 1526244 44.12% 6.815%
533 535 rBVY 1689599 1573072 45.47% 7.025%
7.264 556 558 561 rVvB 326026 332824 9.62% 1.486%
7.459 572 575 577 rBV 1042912 1232072 35.62% 5.502%

(@R {cNec R NNe))
(0}
©
\l
©
(9]
w
o

11 7.962 616 619 621 rBvV 808991 948412 27.42% 4_.235%
12 8.842 694 696 699 rBvV 528127 464948 13.44% 2.076%

13 9.550 756 758 760 rBV 46834 42347 1.22% 0.189%
14 10.190 811 814 816 rBV 2345576 2014645 58.24% 8.996%
15 10.693 856 858 861 rBvV 74042 60721 1.76% 0.271%

16 11.013 884 886 889 rvB 478370 540114 15.61% 2.412%
17 11.916 963 965 967 rVB 120059 115631 3.34% 0.516%
18 11.996 969 972 975 rBV 1329614 1284409 37.13% 5.736%
19 12.865 1045 1048 1050 rBV 467487 585761 16.93% 2.616%
20 14.854 1220 1222 1225 rBV 1952603 2536760 73.33% 11.328%

21 15.494 1273 1278 1283 rBV 165146 225222 6.51% 1.006%
22 16.020 1322 1324 1333 rBV 516739 714909 20.67% 3.192%
23 16.145 1333 1335 1338 rVV 673897 696536 20.14% 3.110%

24 16.843 1393 1396 1400 rBV 47225 67882 1.96% 0.303%
25 17.243 1428 1431 1434 rBV2 23856 44179 1.28% 0.197%
26 17.311 1434 1437 1440 rVV 40893 53287 1.54% 0.238%

27 17.871 1484 1486 1489 rBV 487734 725189 20.96% 3.238%
28 18.500 1539 1541 1546 rBV 113907 205627 5.94% 0.918%
29 19.643 1638 1641 1646 rBv4 38692 103490 2.99% 0.462%

Sum of corrected areas: 22393848
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Data Path
Data File
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

= Z:\HPCHEMI\BNA_F\DATA\BF022615\
- BFO77463.D

: 26 Feb 2015 14:17

> TP/1Z

: G1384-02

4 Sample Multiplier: 1

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

Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BFO77463.D

1.85
1.5 7

6.98

5.56
6.83
7.46

5.05 7.26

0

I
Time-->  1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BFO77463.D

10.19

7.96
8.84

9.55 10.69

12.00

11.01 12.87
11.

Ol
Time-->

A A
LI L B B L B B L L BB N L B B B LB S B B B B

8.00 8.50 9.00 9.50 10.00 10.50

11.00 11.50 12.00 12.50 13.00 13.50 14.00

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BFO77463.D

14.85

16.15
16.0.

15.49 16.84 11281

17.87

18.50
. 19.64

Time-->

L R e S e

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:\HPCHEM1\BNA_F\DATA\BF022615\
Data File : BF077463.D

Acq On : 26 Feb 2015 14:17

Operator : TP/1Z

Sample - G1384-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915_.M
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 1 Propane, 2,2-dimethoxy- Concentration Rank 1

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

1.42 207.87 ng 3459250 1,4-Dichlorobenzene-d4 7.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 72
2 1-Propanol, 2-methyl- 74 C4H100 000078-83-1 9
3 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9
4 1-Hexen-4-ol, 1-chloro-3,5-dimet... 162 C8H15CIO 100244-09-5 9
5 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 9

Abundance Scan 47 (1.424 min): BFO77463.D (-45) (-) m/z 73.05 100.00%
78
43
5000
89
1.00 1.20 1.40 1.60 1.80
55
O L 1 88 e L Tm/z 43.10 54.17%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 INRESENSEBE RS SRR
1.00 1.20 1.40 1.60 1.80
31 89 m/z 89.10 29.95%
T |"%¢'|"'%$l"'4§|"??l LB UL S B
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
43
8 100 120 140 160 180
5000 m/z 41.05 10.62%
27
59 74
L SR SR S LA UL SR SUELLLN FUL LS S
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2101: Propane, 2-methoxy-2-methy!l- BEREREEEL s S
73 1.00 1.20 1.40 1.60 1.80
m/z 45.10 8.32%
5000
41 57
29
"|'}§'|""|"”|'"'?a'"|""|""w"'|""| [rrrr e
m/z--> 10 20 30 40 50 60 70 80 90 1.00 1.20 140 1.60 1.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022615\
Data File : BF077463.D

Acq On : 26 Feb 2015 14:17

Operator : TP/1Z

Sample - G1384-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915_.M
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 3 unknownl.73 Concentration Rank 8

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

1.73 8.87 ng 147529 1,4-Dichlorobenzene-d4 7.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 47
2 Acetamide, N-methyl- 73 C3H7NO 000079-16-3 47
3 2-Pentanol, acetate 130 C7H1402 000626-38-0 17
4 3-Hexanol, 2-methyl- 116 C7H160 000617-29-8 12
5 Boronic acid, ethyl-, dimethyl e... 102 C4H11BO2 007318-82-3 10

Abundance Scan 74 (1.732 min): BFO77463.D (-71) (-) m/z 43.05 100.00%
43
73
5000
¥ & 140 1.60 180 200
..,....,....,..??','!:'..5,0..|.~.|~,..‘??,'.:..,...|.,....,....,....,.. m/z 73.10  73.35%
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 AR SRR SR R
43 1.40 1.60 1.80 2.00
55 87 m/z 58.05 21.38%
29
“l'“'|“"w?§w"“l'“'|“§?w"w"“|'“'w"w"“|“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43 B
30 140 1.60 180 200
5000 58 m/z 55.10 20.93%
15
HRJUNSUNIRS JULILS IULILL SULILSN I SULIULS SN SUMSS LS R B
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #12984: 2-Pentanol, acetate
43 1.40 1.60 1.80 2.00
m/z 87.10 17.56%
5000
55 70 87
"|""|"?ZH""HW'“'|"M'?%'"l""|"J'|""}9?"|}}§l" AR SR SR SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022615\
Data File : BF077463.D

Acq On : 26 Feb 2015 14:17

Operator : TP/1Z

Sample - G1384-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915_.M
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 5 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.05 17.88 ng 297558 1,4-Dichlorobenzene-d4 7.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 364 (5.047 min): BFO77463.D (-362) (-) m/z 43.10 100.00%
a3
59
5000
1 480 500 520 540
...,....,....,....',':...?.1.~:.|,....,....,Ei?..,....~,|....,....,....,....,...., m/z 59.10 56.12%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LN I LIRS I
59 480 5.00 520 540
m/z 101.10 18.40%
15 31 101
‘ \M‘ Ll 51 \‘ 83 Il ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540
5000 41 m/z 58.10 14.63%
31
69 87
15 51 98
wﬁmmwmmmmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester A mm e s S
59 480 5.00 5.20 5.40
m/z 41.05 8.76%
5000 41
68
"'P"W"“I'”*Hﬂ'?g“l”"”l'“'I”"P"W"”I'“'IE?§P"%4?”I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022615\
Data File : BF077463.D

Acq On : 26 Feb 2015 14:17

Operator : TP/1Z

Sample - G1384-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915_.M
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 unknown6.98 Concentration Rank 2

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

6.98 94 .53 ng 1573070 1,4-Dichlorobenzene-d4 7.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 25
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 533 (6.979 min): BF077463.D (-530) (-) m/z 132.00 100.00%
5000 68
40 | % J 6.60 6.80 7.00 7.20 7.40
54 - - - - -
e ) 7 87 L Agsus W nj; 68.10  37.87%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AP NN RARAR SRR
6.60 6.80 7.00 7.20 7.40
21 51 78 m/z 134.00 33.07%
‘ L1 H | !
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
6.60 6.80 7.00 7.20 7.40
5000 67 m/z 66.10 24.08%
41 97
53
79 117
88 | 106
miz--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl T ,A. e
57 132 6.60 6.80 7.00 7.20 7.40
24 m/z 69.10 14.88%
5000 og 0
SN -NM 8 .‘¥Q7.M‘ N . - .1§?. SN U U
m/z--> 40 60 80 100 120 140 160 180 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022615\
Data File : BF077463.D

Acq On : 26 Feb 2015 14:17

Operator : TP/1Z

Sample - G1384-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915_.M
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 8 Benzophenone Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.92 4.28 ng 115631 Acenaphthene-d10 11.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 97
2 Acetophenone, 2-chloro- 154 C8H7CIO 000532-27-4 49
3 Benzoyl isothiocyanate 163 C8H5NO0S 000532-55-8 47
4 Benzoylformic acid 150 C8H603 000611-73-4 47
5 1-Butanone, 1-phenyl- 148 C10H120 000495-40-9 47
Abundance Scan 965 (11.916 min): BF077463.D (-963) (-) m/z 105.00 100.00%
105
77
5000 182
51 BN | U
152 11.60 11.80 12.00 12.20
SN <N N Y N NN N NN m/z 77.00 66.79%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #44105: Benzophenone
105
77
5000 L AR AN AN AR
182 11.60 11.80 12,00 12.20
o1 m/z 182.10 45.86%
17 27 39 | 63 | 87 | 115 126 152 165
miz--> 20 40 60 80 100 120 140 160 180
Abundance
105
- 1160 11.80 12.00 12.20
5000 m/z 51.05 25.72%
51
14 27 39 65 o1 125 154
miz--> 20 40 60 80 100 120 140 160 180
Abundance #31397: Benzoy! isothiocyanate LAl e
105 11.60 11.80 12.00 12.20
m/z 50.10 8.63%
5000 7
51
27 38 | 62 | | 122
m/z--> 20 40 60 80 100 120 140 160 180 1160 11.80 12,00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022615\
Data File : BF077463.D

Acq On : 26 Feb 2015 14:17

Operator : TP/1Z

Sample - G1384-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915_.M
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 9 9-Octadecenamide, (Z)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.49 6.47 ng 225222 Chrysene-di12 16.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide, (Z)- 281 C18H35N0 000301-02-0 90
2 7-Nonenamide 155 C9H17NO 090949-53-4 64
3 Tetradecanamide 227 C14H29NO 000638-58-4 64
4 Hexadecanamide 255 C16H33N0 000629-54-9 50
5 Nonanamide 157 C9H19NO 001120-07-6 47
Abundance Scan 1278 (15.494 min): BF077463.D (-1273) (-) m/z 59.10 100.00%
99
5000
41
B %Bnoeyg 10 1540 1560 1580
m/z 72.10 66.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106874: 9-Octadecenamide, (2)-
59
5000 R DAL AR SUMILE SR
15.20 15.40 15.60 15.80
m/z 55.05 36.98%
M J‘ 1 & %ﬁ 114128 154170184198 220 238 264 281
m/z--> ﬁo Jo 60 80 100 120 140 160 180 200 220 240 2éo 280
Abundance
59
1520 15.40 15.60 15.80
5000 m/z 41.05 34 .24%
44
29 3 981121261491
mmmwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #74439: Tetradecanamide B B m o T B S
59 15.20 15.40 15.60 15.80
m/z 43.10 26 .55%
5000
43 97 227
128
R T e -2 B G B P SV oot
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022615\
Data File : BF077463.D

Acq On : 26 Feb 2015 14:17

Operator : TP/1Z

Sample - G1384-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915_.M
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 10 Cyclopentadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

16.02 20.53 ng 714909 Chrysene-d12 16.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentadecane 210 C15H30 000295-48-7 97
2 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
3 2- Chloropropionic acid, hexadec... 332 C19H37CI102 086711-81-1 91
4 9-Eicosene, (E)- 280 C20H40 074685-29-3 91
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 91

Abundance Scan 1324 (16.020 min): BF077463.D (-1322) (-) m/z 57.10 100.00%

g7

5000

: —

15.60 15.80 16.00 16.20 16.40
m/z 55.10 97.95%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #63051: Cyclopentadecane
55
83
5000 [rrrrJrrrrrrrrprrrrpro1
11 15.60 15.80 16.00 16.20 16.40
m/z 43.10 97 .94%

| ‘ | 139 182 210
.

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

E

Abundance
41 57
83 EaamaRERRR S
15.60 15.80 16.00 16.20 16.40
5000 m/z 83.05 96.61%
111
25 139 167 196 204 252 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #133740: 2- Chloropropionic acid, hexadecy! ester BEREEREEE A
57 15.60 15.80 16.00 16.20 16.40
m/z 69.05 82.65%
5000] 4
139 196 222
el 100 AR 4 B RN | S——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15. 60 15. 80 16. OO 16 20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022615\
Data File : BF077463.D

Acq On : 26 Feb 2015 14:17

Operator : TP/1Z

Sample - G1384-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915_.M
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 11 Trichloroacetic acid, hexad... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.50 5.67 ng 205627 Perylene-di12 17.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 91
2 Pentafluoropropionic acid, hepta... 402 C20H35F502 1000283-04-2 91
3 2- Chloropropionic acid, octadec... 360 C21H41Cl102 088104-31-8 91
4 Acetic acid, octadecyl ester 312 C20H4002 000822-23-1 87
5 b-Eicosene, (E)- 280 C20H40 074685-30-6 83
Abundance Scan 1541 (18.500 min): BF077463.D (-1539) (-) m/z 57.10 100.00%
N ﬂ\~vvv¢¢fﬁxbm\¢MﬂVA
5000
LN m/z 83.10 82.68%
m/z--> 50 100 150 200 250 300 350
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43
69
5000 L SO B I
18.20 18.40 18.60 18.80
125 m/z 97.10 79.02%
.“‘.‘ I\\‘\ \‘w N \; 196|2|2‘}| N T
m/z--> 50 200 250 300 350
Abundance
57
83 18.20 18.40 18.60 18.80
5000 m/z 55.10 76 .63%
111
m/z--> 50 100 150 200 250 300 350
Abundance #144923: 2- Chloropropionic acid, octadecy! ester R MR T
57 83 18.20 18.40 18.60 18.80
m/z 43.10 71.84%
- il /\_\wa\_/\
29
139 250
L AL ‘ ‘ L i I.‘}68,1,91 224 Taer 207 360 N
m/z--> 50 200 250 300 350 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022615\
Data File : BF077463.D

Acq On : 26 Feb 2015 14:17

Operator : TP/1Z

Sample - G1384-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915_.M
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 12 Pentafluoropropionic acid, ... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.64 2.85 ng 103490 Perylene-di12 17.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid, hepta... 402 C20H35F502 1000283-04-2 80
2 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 80
3 1-Octadecanol 270 C18H380 000112-92-5 53
4 Cyclopentadecane 210 C15H30 000295-48-7 53
5 1-Nonadecanol 284 C19H400 001454-84-8 52
Abundance Scan 1641 (19.643 min): BF077463.D (-1638) (-) m/z 57.10 100.00%

7

83 g7

5000

51 19.40 19.60 19.80 20.00
267 283
m/z 43.10 81.22%

5 176 194 210

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

Abundance #156888: Pentafluoropropionic acid, heptadecyl ester
57
5000 LI L L L L L L L LB
19. 40 19 60 19. 80 20 00
2 195 m/z 83.10 76.22%
[ |‘|‘. |‘|‘l T |‘ - 139 154168182196210 238 283
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43 e
83
97 19.40 19.60 19.80 20.00
5000 m/z 97.10 71.78%
111

WWTWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #100814: 1-Octadecanol e e B
55 69 83 19.40 19.60 19.80 20.00
4 97 m/z 71.10 69.12%
5000
139
%t 1 ! 153167 182196210224 252
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19. 40 19 60 19. 80 20 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022615\
Data File : BF077463.D

Acq On : 26 Feb 2015 14:17

Operator : TP/1Z

Sample - G1384-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915_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... 1.42 207.9 ng 3459250 1 7.26 332824 20.0
unknownl.73 1.73 8.9 ng 147529 1 7.26 332824 20.0
2-Pentanone, 4-hy... 5.05 17.9 ng 297558 1 7.26 332824 20.0
unknown6 .98 6.98 94.5 ng 1573070 1 7.26 332824 20.0
Benzophenone 11.92 4.3 ng 115631 3 11.01 540114 20.0
9-Octadecenamide, ... 15.49 6.5 ng 225222 5 16.15 696536 20.0
Cyclopentadecane 16.02 20.5 ng 714909 5 16.15 696536 20.0
Trichloroacetic a... 18.50 5.7 ng 205627 6 17.87 725189 20.0
Pentafluoropropio... 19.64 2.9 ng 103490 6 17.87 725189 20.0
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