LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103015\
Data File : BF082627.D

Acq On : 31 Oct 2015 18:00

Operator : UM/1Z

Sample - G4180-02

Misc :

ALS Vial : 42 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: TOP

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

Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.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 5.093 260 263 266 rBV 1850591 2860534 42.73% 4.861%
2 5.516 296 300 302 rBV 4153464 5315594 79.39% 9.032%
3 6.533 386 389 391 rBV 5202534 5583765 83.40% 9.488%
4 6.670 398 401 403 rBV 5631356 5187832 77.49% 8.815%
5 6.899 419 421 424 rBV 1441634 1432601 21.40% 2.434%
6 7.059 433 435 438 rVB 4406041 3956905 59.10% 6.724%
7 7.459 467 470 473 rBV 2657591 3535289 52.80% 6.007%
8 8.190 531 534 536 rBVY 2391501 1990861 29.74% 3.383%
9 9.276 626 629 631 rBVY 5893675 6695147 100.00% 11.377%
10 9.665 660 663 665 rBvY 1704328 1453523 21.71% 2.470%

11 9.893 677 683 685 rBvV 151226 147102 2.20% 0.250%
12 9.950 685 688 690 rBV 2203132 2149236 32.10% 3.652%
13 10.385 723 726 728 rVB 152543 261087 3.90% 0.444%
14 10.613 743 746 749 rBV 86134 135645 2.03% 0.230%
15 10.728 754 756 759 rBV2 2720653 3518192 52.55% 5.978%

16 10.865 764 768 774 rBV 300382 391692 5.85% 0.666%
17 11.311 805 807 809 rBvV 189685 160234 2.39% 0.272%
18 11.425 815 817 820 rVB 1426053 1871063 27.95% 3.179%
19 11.665 836 838 842 rBV 161773 229798 3.43% 0.390%

20 11.745 842 845 847 rVB 63281 87752 1.31% 0.149%
21 11.962 862 864 866 rBvV 97871 90696 1.35% 0.154%
22 12.145 876 880 883 rBv2 50963 82712 1.24% 0.141%

23 12.488 908 910 917 rBV 638215 738191 11.03% 1.254%
24 12.854 940 942 944 rBV 436407 348015 5.20% 0.591%
25 12.934 946 949 951 rvB2 89236 115591 1.73% 0.196%

26 13.025 954 957 959 rBV 5711688 5562869 83.09% 9.453%
27 13.482 994 997 998 rBV2 56471 79956 1.19% 0.136%
28 13.562 1002 1004 1006 rvVv 324606 302514 4._.52% 0.514%
29 13.608 1007 1008 1013 rVB2 58759 106827 1.60% 0.182%
30 13.928 1034 1036 1046 rBV 382881 620791 9.27% 1.055%

31 14.065 1046 1048 1051 rVVv2 1879804 2073950 30.98% 3.524%
32 14.259 1063 1065 1070 rVB 93410 121052 1.81% 0.206%
33 14.568 1090 1092 1095 rBVZ2 73695 87300 1.30% 0.148%
34 15.528 1173 1176 1179 rBV 965002 1177539 17.59% 2.001%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103015\
Data File : BF082627.D

Acq On : 31 Oct 2015 18:00

Operator : UM/1Z

Sample - G4180-02

Misc :

ALS Vial : 42 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 - 0 Peak Location: TOP

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

Method > Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 15.597 1179 1182 1189 rVB2 35710 91448 1.37% 0.155%

36 16.077 1222 1224 1232 rVB6 33493 102507 1.53% 0.174%
37 16.534 1261 1264 1271 rVB5 23111 72294 1.08% 0.123%
38 17.574 1351 1355 1360 rBV7 39429 111604 1.67% 0.190%

Sum of corrected areas: 58849708
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA_F\DATA\BF103015\

BF082627.D

31 Oct 2015 18:00

umsiz

G4180-02

42 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF082627.D

6.53

5.52

5.09

7.06

7.46

6.90

8.19

O+—=
Time-->

4.00 4.50

5.00 5.50

T
6.00 6.50

2.50

3.00 3.50

7.00 7.50

8.00

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF082627.D

9|28 13.02

10.73

9.95

9.66
11.42

10.86

9.89 10.3 11.31 13 .
/ 810.6 9674.1.962.14

14.07

14.26 14.57

Or——
Time-->

13.00

10.50 11.00 11.50 12.00 12.50

9.50 10.00

13.50 14.00

14.50

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF082627.D

15.53

A;eo 16.08  16.53

17.57

oF——
Time-->

19.50

18.00 18.50 19.00

15.50 16.00 16.50 17.00 17.50

20.00 20.50

21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103015\
Data File : BF082627.D

Acq On : 31 Oct 2015 18:00

Operator : UM/I1Z

Sample - G4180-02

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.09 39.93 ng 2860530 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 33
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 263 (5.093 min): BF082627.D (-260) (-) m/z 43.10 100.00%
a3
59
5000
1 480 500 520 540
IR /¥ P . NN B 7 =~ o o R A
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 500 520 540
m/z 101.10 17.99%
15 31 101
o \ 25 7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
480 500 520 540
5000 m/z 58.10 14 .62%
41
53 73 86
e S I S SULIULS SURILIL IS IULILS SULI LS LI LI
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- R R pe o
59 4.80 5.00 5.20 5.40
m/z 41.10 9.35%
5000 41
31
| [
0 "'l'}é'l"‘hl "'Jiﬁ"'l??uki" "i""l""l'"g?l""l' A N AR IR R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103015\
Data File : BF082627.D

Acq On : 31 Oct 2015 18:00

Operator : UM/I1Z

Sample - G4180-02

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.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 2 unknown6.67 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
6.67 72.43 ng 5187830 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
3 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 27
4 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
5 2-Cyclohexen-1-one 96 C6H80 000930-68-7 11

Abundance Scan 401 (6.670 min): BF082627.D (-398) (-) m/z 132.10 100.00%
68
5000
0 s ‘ 75 T 640 6.60 680 7.00
48 6. 104 : : .
Ot 28 A 87 LT 1S M m/z 68.10  54.75%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 LI L L L L LB LB
6.40 6.60 6.80 7.00
0
31 51 78 m/z 66.10 36.38%
38 44
0 ‘ N | H He . !
R B E B B  RERASBA LSS S S
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
R AREEEEE s
9 6.40 6.60 6.80 7.00
5000 ’ m/z 134.00 33.60%
70
31
44 51 €0 7 g6 105 116
] SN R T U AN N MM SR FAM MMM || BN
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine R
132 6.40 6.60 6.80 7.00
m/z 69.10 23.18%
5000
3B 44 0 g7 105
78
0 L 5:!-‘ 69 . 86 ‘ | 115 1
R B B e e  RASA AR R R B e
m/z--> 30 40 50 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103015\
Data File : BF082627.D

Acq On : 31 Oct 2015 18:00

Operator : UM/I1Z

Sample - G4180-02

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 4 Hexadecane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
10.38 2.43ng 261087  Acenaphthene-d1i0 9.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Hexadecane 226 C16H34 000544-76-3 91

2 Eicosane 282 C20H42 000112-95-8 90
3 Pentadecane 212 C15H32 000629-62-9 83
4 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 78
5 Tridecane, 7-propyl- 226 Cl16H34 055045-09-5 72
Abundance Scan 726 (10.385 min): BF082627.D (-723) (-) m/z 57.10 100.00%
57
43

5000

10.00 10.20 10.40 10.60

99 113127141

0 m/z 43.10 74 .90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73965: Hexadecane
43 %7
5000 &
g5 10.00 10.20 10.40 10.60
29 m/z 71.10 47 .36%
o | L L w 99113127141155169183197 226
T T T T e T P T T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43
71 10.00 10.20 10.40 10.60
5000 m/z 41.10 40.44%
85
29

99
113127141155169183197211225239253 282

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64571: Pentadecane b o e S

57 10.00 10.20 10.40 10.60

43 m/z 85.10 29.77%
71
5000 85
29 99
0 ‘ ‘ H\ b | 113127141155169183 212
.”PH.P”.P”.P”.P”..”.P”..”..”..”..”..”w.”w.”

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.00 10.20 10.40 10.60

8270-BF103015.M Mon Nov 02 15:29:09 2015 Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103015\
Data File : BF082627.D

Acq On : 31 Oct 2015 18:00

Operator : UM/I1Z

Sample - G4180-02

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.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 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

10.86 4.19 ng 391692 Phenanthrene-d10 11.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Tridecane 184 C13H28 000629-50-5 90
3 Pentadecane 212 C15H32 000629-62-9 90
4 Hexadecane 226 C16H34 000544-76-3 87
5 Nonadecane 268 C19H40 000629-92-5 87

Abundance Scan 768 (10.865 min): BF082627.D (-764) (-) m/z 57.10 100.00%

57
43

71

5000

99 10.60 10.80 11.00 11.20

113127141155169183

o m/z 43.10 72.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
43 57
71
5000 TTT TTTT TTTT TTTT TTT
85 10 60 10 80 11. 00 11. 20
29 m/z 71.10 59.26%
o S
T T T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 o7
R e e RN EEERE TR
71 10.60 10.80 11.00 11.20
5000 m/z 85.10 40.00%
85
29
oL15 99113127141155 184
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64571: Pentadecane T T T
57 10.60 10.80 11.00 11.20
43 m/z 41.10 35.84%
71
5000 85
29 99
o \ ‘ | ‘ 113127141155169183 212
“'v“'w“'w“'w”'w”"”'v”"”"”"“"“"“'v“'v' R R REEE RS SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10 60 10 80 11. 00 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103015\
Data File : BF082627.D

Acq On : 31 Oct 2015 18:00

Operator : UM/I1Z

Sample - G4180-02

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.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 1-Hexadecanol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.66 2.46 ng 229798 Phenanthrene-d10 11.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanol 242 C16H340 036653-82-4 95
2 Cyclotetradecane 196 C14H28 000295-17-0 91
3 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 91
4 9-Eicosene, (E)- 280 C20H40 074685-29-3 90
5 1-Hexadecene 224 C16H32 000629-73-2 90
Abundance Scan 838 (11.665 min): BF082627.D (-836) (-) m/z 55.10 100.00%
43 5P
83
69
5000
11,40 11,60 11.80 12.00
Ol m/z 43.10 82.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83798: 1-Hexadecanol
43 55
69 g3
97
5000 LRI UL B UL UM
11140 11.60 11.80 12.00
i m/z 57.10 74.20%
0 Mm@mmmm 224
m/z--> 20 b 60 100 120 140 160 180 200 220
Abundance
41 55
69 L IS UL SURIL SO
83 11.40 11.60 11.80 12.00
0
5000 97 m/z 83.10 74 .08%
111
o 125 139 153 168 196
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #153508: Pentafluoropropionic acid, hexadecy! ester R e e EEREEma
B 57 11.40 11.60 11.80 12.00
m/z 41.10 68.02%
5000 69
29 83 97
111
o ‘ b %5 100 165167 181 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11,40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103015\
Data File : BF082627.D

Acq On : 31 Oct 2015 18:00

Operator : UM/I1Z

Sample - G4180-02

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.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 7 Acetic acid, chloro-, hexad... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.49 7.89 ng 738191 Phenanthrene-d10 11.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid, chloro-, hexadecyl ... 318 C18H35CI02 052132-58-8 91
2 9-Eicosene, (E)- 280 C20H40 074685-29-3 91
3 1-Hexadecanol 242 C16H340 036653-82-4 91
4 1-Nonadecene 266 C19H38 018435-45-5 91
5 Cyclohexadecane 224 C16H32 000295-65-8 91
Abundance Scan 910 (12.488 min): BF082627.D (-908) (-) m/z 55.10 100.00%
41 97
5000
HRN SRS BN BN U
5 12.20 12.40 12.60 12.80
139
I 124166162196 224 m/z 43.10 89.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127050: Acetic acid, chloro-, hexadecy! ester
43 57 8
5000 UL SRS BN BN U
12.20 12.40 12.60 12.80
125 m/z 57.10 88.60%
ok - I‘i l I‘ I‘ 139 155169 196 222 239 269
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 83
o7 112.20 12.40 12.60 12.80
5000 m/z 83.10 82.47%
29 111
125
o 139153168182196210224 252 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83798: 1-Hexadecanol R R
43 4 12.20 12.40 12.60 12.80
83 m/z 69.10 79.71%
5000
I WLJL
0 J‘ 1l 125140154168132196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1220 12.40 12,60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103015\
Data File : BF082627.D

Acq On : 31 Oct 2015 18:00

Operator : UM/I1Z

Sample - G4180-02

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.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 Hexadecanoic acid, butyl ester Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.85 3.36 ng 348015 Chrysene-d12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 91
2 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 52
3 Hexadecanoic acid, 2-methylpropy... 312 C20H4002 000110-34-9 46
4 Cyclopentanecarboxylic acid, 2-a... 129 C6H11NO2 037910-65-9 38
5 Pentadecane, 8-methylene- 224 C16H32 055668-09-2 38

Abundance Scan 942 (12.854 min): BF082627.D (-940) (-) m/z 56.10 100.00%
5p
5000
b 129 257
97 239 12.60 12.80 13.00 13.20
3 157 185 213
Obrrrprrreflers !'.-: 1 312 m/z 57.10 50.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124071: Hexadecanoic acid, buty| ester
56
5000 LIS SULIISN SUMSN RSN B
257 12.60 12,80 13.00 13.20
29 & 129 239 m/z 41.10 41.07%
o e s s s g 2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
' 12.60 12.80 13.00 13.20
5000 m/z 43.10 39.86%
29 73
o 97113 157 185 213 239257 55 ap
L R R R R LA LA LA LA LA SRR AR RALAN LA AN LA
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124097: Hexadecanoic acid, 2-methylpropy! ester o AN B B
57 12.60 12.80 13.00 13.20
m/z 55.10 32.20%
- 4 LL\“PA
{ 239 957
RIEPI TN I O N (S S,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12:60 12,80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103015\
Data File : BF082627.D

Acq On : 31 Oct 2015 18:00

Operator : UM/I1Z

Sample - G4180-02

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.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 Octadecanoic acid, butyl ester Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.56 2.92 ng 302514 Chrysene-d12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid, butyl ester 340 C22H4402 000123-95-5 83
2 n-Butyl myristate 284 C18H3602 000110-36-1 59
3 Octadecanoic acid, 2-methylpropy... 340 C22H4402 000646-13-9 35
4 2-Methyl-1-octadecene 266 C19H38 061868-20-0 35
5 Cyclopropane, 1-(1-methylethyl)-._.. 210 C15H30 041977-39-3 35

Abundance Scan 1004 (13.562 min): BF082627.D (-1002) (-) m/z 56.10 100.00%
56
73
T s 2 2 Y320 1343 150 1580
o .'LJ :l".‘|: e . 1 O "m/z 57.10 60.26%
m/z--> 50 100 150 200 250 300
Abundance #137336: Octadecanoic acid, butyl ester
56
5000 NN DS RSN SN
29 73 13.20 13.40 13.60 13.80
o 129 267285 m/z 43.10 48.03%
ob——L I M \U .‘M‘.“‘l‘ Sl 157 ; ]:8\? |2|13| sz\u L .“. |3:.|'1. .3‘}0'
m/z--> 50 100 150 200 250 300
Abundance
56
1320 13.40 13,60 13.80
5000 950 m/z 41.10 40.39%
73 211
129 284
m/z--> 50 100 150 200 250 300
Abundance #137350: Octadecanoic acid, 2-methylpropy! ester R R RREEEEa
57 13.20 13.40 13.60 13.80
m/z 55.10 39.89%
5000
29 267285
83 129 |
o) .‘. \I I‘\JIMW .‘“J.“hl‘l“’.ﬁ.“. I‘:II'5|7|]:E\;?|2|13| sz\u .“. AL I3]'-O' .3‘:0' A M
m/z--> 50 100 150 200 250 300 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103015\
Data File : BF082627.D

Acq On : 31 Oct 2015 18:00

Operator : UM/I1Z

Sample - G4180-02

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.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 Bromoacetic acid, octadecyl... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.93 5.99 ng 620791 Chrysene-d12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bromoacetic acid, octadecyl ester 390 C20H39Bro02 018992-03-5 91
2 3-Eicosene, (E)- 280 C20H40 074685-33-9 83
3 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 81
4 Heptafluorobutyric acid, n-penta... 424 C19H31F702 1000216-79-3 74
5 Pentafluoropropionic acid, octad... 416 C21H37F502 1000280-07-7 72
Abundance Scan 1036 (13.928 min): BF082627.D (-1034) (-) m/z 43.10 100.00%
a3 57 83

5000

:

13.60 13.80 14.00 14.20
m/z 57.10 98.33%

o I 139154168 189 206 247
e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154046: Bromoacetic acid, octadecyl ester
43

57

83

-

13.60 13.80 14.00 14.20
m/z 55.10 97.59%

5000

181 208224 250

154

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance

43 57
83 R R EamEsmmaas
13.60 13.80 14.00 14.20
5000 m/z 83.10 86.50%
111
27

o 126140 167182196 224 252 280

memmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #165992: Heptafluorobutyric acid, n-octadecy! ester R R ma AR
43 57 13.60 13.80 14.00 14.20
m/z 69.10 81.76%

:

5000

|-

| 126140 169 195010224 252

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13 60 13. 80 14. 00 14 20

o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103015\
Data File : BF082627.D

Acq On : 31 Oct 2015 18:00

Operator : UM/1Z

Sample - G4180-02

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.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]
2-Pentanone, 4-hy... 5.09 39.9 ng 2860530 1 6.90 1432600 20.0
unknown6 .67 6.67 72.4 ng 5187830 1 6.90 1432600 20.0
Hexadecane 10.38 2.4 ng 261087 3 9.95 2149240 20.0
Eicosane 10.86 4.2 ng 391692 4 11.44 1871060 20.0
1-Hexadecanol 11.66 2.5 ng 229798 4 11.44 1871060 20.0
Acetic acid, chlo... 12.49 7.9 ng 738191 4 11.44 1871060 20.0
Hexadecanoic acid... 12.85 3.4 ng 348015 5 14.07 2073950 20.0
Octadecanoic acid... 13.56 2.9 ng 302514 5 14.07 2073950 20.0
Bromoacetic acid,... 13.93 6.0 ng 620791 5 14.07 2073950 20.0
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