LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040915\
Data File : BF078386.D

Aca On : 10 Apr 2015 6:22

Operator : TP/1Z

Sample : 6G1782-14

Misc :

ALS Vial : 27 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-BF040115.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 1.070 14 16 18 rVB 274375 384468 21.91% 3.448%
2 1.173 21 25 28 rvB 104768 183663 10.46% 1.647%
3 1.321 36 38 41 rVB 73482 93028 5.30% 0.834%
4 1.538 55 57 64 rvv 89316 158910 9.05% 1.425%
5 1.630 64 65 100 rvB 791341 1755072 100.00% 15.739%
6 4_.567 320 322 329 rBV 60799 84648 4.82% 0.759%
7 5.150 371 373 383 rBB 640904 781745 44 _.54% 7.011%
8 6.487 488 490 498 rVvB 827635 810448 46.18% 7.268%
9 6.602 498 500 503 rBV 873375 854278 48.67% 7.661%
10 6.887 523 525 527 rBV 186020 203787 11.61% 1.828%

11 7.070 539 541 543 rBV 689611 627452 35.75% 5.627%
12 7.585 583 586 588 rBvV 563521 490098 27.92% 4 _.395%
13 8.465 661 663 665 rBv 291078 284488 16.21% 2.551%
14 9.813 778 781 783 rBV 851300 854153 48.67% 7.660%

15 10.328 824 826 828 rBB 33724 43175 2.46% 0.387%
16 10.625 849 852 854 rBV 312226 340825 19.42% 3.056%
17 11.528 929 931 933 rBV 30472 28535 1.63% 0.256%
18 11.596 935 937 940 rBV 564135 552931 31.50% 4_959%
19 11.848 957 959 963 rvv2 13098 22291 1.27% 0.200%
20 12.442 1009 1011 1013 rBV 264220 331616 18.89% 2.974%
21 13.197 1075 1077 1080 rBV 46706 64575 3.68% 0.579%
22 13.939 1140 1142 1146 rVB 24110 25648 1.46% 0.230%
23 14.100 1152 1156 1162 rBV3 29127 104511 5.95% 0.937%
24 14.214 1164 1166 1170 rVB 22620 31245 1.78% 0.280%

25 14.442 1183 1186 1188 rBV 877502 868108 49.46% 7.785%

26 14.774 1212 1215 1219 rBvV4 10254 25106 1.43% 0.225%
27 15.631 1287 1290 1294 rBV 119276 208226 11.86% 1.867%
28 15.711 1294 1297 1299 rBV 338339 392690 22.37% 3.522%

29 15.883 1310 1312 1314 rBV 60787 64117 3.65% 0.575%
30 16.431 1358 1360 1362 rBV2 15943 26777 1.53% 0.240%
31 16.660 1378 1380 1383 rVB3 17582 19728 1.12% 0.177%
32 17.380 1441 1443 1446 rBvV 247460 379118 21.60% 3.400%
33 17.963 1492 1494 1498 rBV3 30173 55450 3.16% 0.497%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040915\
Data File : BF078386.D

Aca On : 10 Apr 2015 6:22

Operator : TP/1Z

Sample : 6G1782-14

Misc :

ALS Vial : 27 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-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 11150910
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040915\
Data File : BF078386.D

Aca On : 10 Apr 2015 6:22

Operator : TP/1Z

Sample : 6G1782-14

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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: BF078386.D

6.4460

800000 163

7.07
5.15

600000 758

400000
1.07

6.89
200000 117
1.321.54

4.57

B e e o o e L e L S B

T I T
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 TIC: BF078386.D
9.81 1444

800000

600000 11.60

400000

10.62
8.46 12.44

200000

1033 1153 11 g5 1320 13.941021

Time--> 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 TIC: BF078386.D

800000

600000

400000 15.71 17.38

200000 15
16.436.66

e

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:\HPCHEM1\BNA F\DATA\BF040915\
Data File : BF078386.D

Aca On : 10 Apr 2015 6:22

Operator : TP/1Z

Sample : 6G1782-14

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 unknownl.07 Concentration Rank 4

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

1.07 37.73 ng 384468 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 36
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 9
3 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
4 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 9
5 Methane, isothiocyanato- 73 C2H3NS 000556-61-6 7

Abundance Scan 16 (1.070 min): BF078386.D (-14) (-) m/z 73.10 100.00%
B
5000 43
89
3 55 1.001.101.20 1.30 1.40 1.50
o/ SN . N 71 W SRS S F— m/z 43.10 45.22%
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #4670: Propane, 2,2-dimethoxy-
73
1.001.101.20 1.30 1.40 1.50
a1 89 m/z 89.10 29.22%
0 2@ | ‘ 33\‘ | 48 ‘5\7 |
LSRN S R UL FURL LS FURL LN UL UL SR
m/z--> 20 30 40 50 60 70 80 90 100
Abundance
73
1.001.101.20 1.30 1.40 1.50
5000 m/z 41.05 8.71%
45
29
o 39 50 95 67 101
mz-> 20 30 40 50 60 70 8 9 100
Abundance #2102: Propane, 2-methoxy-2-methyl- — T T T
7 1.001.101.20 1.30 1.40 1.50
m/z 45.10 6.70%
5000
41
- ‘ 57
0"P"wl”"Hﬂﬁq?%”il"'W'l"P"'l'”'I"'W
m/z--> 20 30 40 50 60 70 80 90 100 1.001.101.20 1.30 1.40 1.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040915\
Data File : BF078386.D

Aca On : 10 Apr 2015 6:22

Operator : TP/1Z

Sample : 6G1782-14

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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.

1.32 9.13 ng 93028 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 38
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 38 (1.321 min): BF078386.D (-36) (-) m/z 73.10 100.00%
73
5000
8 87 A
. | 1.00 120 140 1.60
SN 1 LN T AN A NN NN m/z 43.10  32.58%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000
43 1.00 1.20 1.40 1.60
55 87 m/z 87.10 28.64%
0 ?9 35 ‘M‘\ ‘ 67 || 80
I S UL SRR UL SURILL SUREL SULILL IO SO UL B
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance
73
S R SRR
1.00 1.20 1.40 1.60
5000 m/z 55.10 23.81%
43
0 2 15 29 35 53 59 65 79 88
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance #4342: Pentane, 3-methoxy- R R EEEL T
7B 1.00 1.20 1.40 1.60
m/z 41.10 11.64%
5000
45
29
0 ‘ 3‘9“\ » 67 | 101
I S UL SRR UL SURIL SURRL SURILL IO SUL UL B SRR SR RN
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 1.00 1.20 1.40 1.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040915\
Data File : BF078386.D

Aca On : 10 Apr 2015 6:22

Operator : TP/1Z

Sample : 6G1782-14

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 9

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

4_.57 8.31 ng 84648 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 42
2 Acetone 58 C3H60 000067-64-1 9
3 Butane. 1l-ethoxv- 102 C6H140 000628-81-9 9
4 Propane. l-ethoxv-2-methvl- 102 C6H140 000627-02-1 9
5 Acetamide, N-(aminocarbonyl)- 102 C3H6N202 000591-07-1 9

Abundance Scan 322 (4.567 min): BF078386.D (-320) (-) m/z 43.10 100.00%
43
59
5000
101 R RN RN I
83 420 4.40 4.60 4.80 5.00
Y 1YY PO BN N m/z 59.10 53.66%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 R R LN I
420 4.40 4.60 4.80 5.00
m/z 101.10 19.60%
o 25 3! 37 | 83 g3 1%
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance
43
420 440 4.60 480 500
5000 m/z 58.10 16.50%
15
58
) 27
G R UL R IS RS IS LS IS RN SRS
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4330: Butane, 1-ethoxy- R RN R
59 420 4.40 4.60 4.80 5.00
31 m/z 41.10 9.84%
5000 41
73
0 1\5 ‘ 147 53\‘ , ‘ 87 102
miz--> 0 10 20 30 40 50 60 70 8 90 100 420 440 4.60 480 500
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040915\
Data File : BF078386.D

Aca On : 10 Apr 2015 6:22

Operator : TP/1Z

Sample : 6G1782-14

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 7 unknown6.60 Concentration Rank 2

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

6.60 83.84 ng 854278 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 500 (6.602 min): BF078386.D (-498) (-) m/z 132.00 100.00%
32
5000 o8
0 4500 || 75 g7 100 620 oh G0 6B 750
O S e e L B T m/z 68.10 36.83%
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 I R I UL
6.20 6.40 6.60 6.80 7.00
3 78 m/z 134.00 32.36%
138 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 6.40 6.60 6.80 7.00
5000 67 m/z 66.10 23.21%
41 97
53 . 117
ol 34 60 89 | 105 124
wwmwﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole T RmREE B
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 14.67%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
m/z--> 10 20 30 40 55 60 70 80 90 100 110 120 130 140 620 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040915\
Data File : BF078386.D

Aca On : 10 Apr 2015 6:22

Operator : TP/1Z

Sample : 6G1782-14

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 unknownl13.20 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.20 3.89 ng 64575 Phenanthrene-d10 12.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 47
2 d-Glucohexodialdose 178 C6H1006 1000149-19-1 35
3 Sedoheptulosan 192 C7H1206 000469-90-9 22
4 Heptafluorobutvric acid. n-penta... 424 C19H31F702 1000216-79-3 22
5 17-Pentatriacontene 491 C35H70 006971-40-0 18
Abundance Scan 1077 (13.197 min): BF078386.D (-1075) (-) m/z 73.00 100.00%
43 60 7B
5000
5 97 129
115 213 AR AR DS BN
143 157 171 185 12.80 13.00 13.20 13.40 13.60
0! m/z 60.00 87.66%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #37191: n-Decanoic acid
60 73
41
5000 AR AR RN
29 129 1280 13.00 13.20 13.40 13.60
‘ m/z 43.10  79.550
o | \IH L

87
115 172
101 143
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
60 73

12. 80 13 00 13. 20 13. 40 13.60

5000 29 m/z 57.10 75.72%
43
101
8 119131143 161
Ot T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50715: Sedoheptulosan
60 12.80 13.00 13.20 13.40 13.60

m/z 55.10 73.91%

5000
73
102
1\5 u“ u‘u Al HH‘ 91 M‘ \ 1.31143 157 174 193

m/z--> 60 80 100 120 140 160 180 200 12. 80 13 00 13. 20 13. 40 13. 60

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040915\
Data File : BF078386.D

Aca On : 10 Apr 2015 6:22

Operator : TP/1Z

Sample : 6G1782-14

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 Trifluoroacetic acid, n-hep... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.10 5.32 ng 104511 Chrysene-di12 15.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetic acid. n-heptadec... 324 C17H31F302 1000216-79-2 59
2 Acetic acid. trifluoro-. tetrade... 310 C16H29F302 006222-02-2 59
3 1ll1-Tricosene 322 C23H46 052078-56-5 47
4 Acetic acid. trifluoro-. decvl e... 254 C12H21F302 000333-88-0 43
5 1-Hexadecanol 242 C16H340 036653-82-4 38
Abundance Scan 1156 (14.100 min): BF078386.D (-1152) (-) m/z 55.10 100.00%

i

5000 83
3
3 125 TT T[T T T T[T I T [ rrrrrrrr]
13.80 14.00 14.20 14.40
0 m/z 69.10 76.57%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129716: Trifluoroacetic acid, n-heptadecyl ester
43
69
5000 LN L L L L N L |
97 13.80 14.00 14.20 14.40
m/z 41.10 60.83%
REREE .q.”. T e T
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43
R e o ERmEEmEE
69 13.80 14.00 14.20 14.40
5000 m/z 43.10 52.81%

97

1120 140 168 196

mz-> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129062: 11-Tricosene e A REAmE R S
43 13.80 14.00 14.20 14.40
m/z 83.10 50.79%
5000 83
111
o 8 | | | 126 154 183 210 238 266 204 322
S ) Y N P OB N S —
mz-> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040915\
Data File : BF078386.D

Aca On : 10 Apr 2015 6:22

Operator : TP/1Z

Sample : 6G1782-14

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 11 1-Nonadecene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.63 10.61 ng 208226 Chrysene-di12 15.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 94
2 1-Nonadecanol 284 C19H400 001454-84-8 93
3 3-Eicosene. (B)- 280 C20H40 074685-33-9 91
4 9-Eicosene. (E)- 280 C20H40 074685-29-3 91
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 90
Abundance Scan 1290 (15.631 min): BF078386.D (-1287) (-) m/z 57.10 100.00%
43 57
5000 VNA\ﬂwN-%¢~[k\«}V_AMPAN\A
125 IR SR SUNIULN BN B
139153167 101 15.40 15.60 15.80 16.00
Obrrrrrrrflhrs m/z 83.10 98.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #98171: 1-Nonadecene
43 7
5000 LRI IS SUMRLE SO
15.40 15.60 15. 80 16. oo
29 125 m/z 43.10 93.24%
N 139154168182196210024238 266
m/z--> ﬁo 46 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 83
97 R U SUNIULN BN B
15.40 15.60 15.80 16.00
5000 m/z 55.10 91.89%
29 111
125
oL14 139154168182196210224238 952266
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106400: 3-Eicosene, (E)- LA B L L L ) B
15.40 15.60 15.80 16.00
. m/z 97.10 89.78%
5000 Amhv*_h_iﬁﬂwjtWVMVVAijﬂ&A
125
. 139153167182196210224 252 280
A IIII|IIIIIIIIIIIIIII

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040915\
Data File : BF078386.D

Aca On : 10 Apr 2015 6:22

Operator : TP/1Z

Sample : 6G1782-14

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 n-Dodecyl acetate Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.88 3.27 ng 64117 Chrysene-di12 15.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Dodecvl acetate 228 C14H2802 000112-66-3 64
2 1-Tetradecanol. acetate 256 C16H3202 000638-59-5 64
3 Chloroacetic acid. tridecvl ester 276 C15H29CI102 018277-85-5 64
4 Cvclohexane. 1-(1.5-dimethvlhexyv... 280 C20H40 056009-20-2 60
5 Isoheptadecanol 256 C17H360 057289-07-3 58

Abundance Scan 1312 (15.883 min): BF078386.D (-1310) (-) m/z 55.10 100.00%

5000

i

111
SN
179,43207221 15.60 15.80 16.00 16.20

0 m/z 41.10 65.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75068: n-Dodecyl acetate
43
5000 69 LN I N I N

I I I I
83 15.60 15.80 16.00 16.20

2 97 n m/z 69.10 63.78%
140
b8 il D e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41 55 69 83
or S —
15.60 15.80 16.00 16.20
5000 m/z 97.10 58.78%
111
27 125 168 196

o 140154 ' 15, | om
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104020: Chloroacetic acid, tridecyl ester T
15.60 15.80 16.00 16.20

m/z 83.10 58.72%

3

5000

i

T I I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040915\
Data File : BF078386.D

Aca On : 10 Apr 2015 6:22

Operator : TP/1Z

Sample : 6G1782-14

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 Heptadecanoic acid, heptade... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.96 2.93 ng 55450 Perylene-di12 17.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecanoic acid. heptadecvl e... 509 C34H6802 036617-50-2 64
2 Cvclohexane. 1-(cvclohexvimethvl... 208 C15H28 054934-95-1 38
3 l17-Pentatriacontene 491 C35H70 006971-40-0 30
4 6.10.13-Trimethvltetradecanol 256 C17H360 1000131-71-0 27
5 Cyclododecanemethanol 198 C13H260 001892-12-2 25
Abundance Scan 1494 (17.963 min): BF078386.D (-1492) (-) m/z 57.10 100.00%
5
5000
17.60 17.80 18.00 18.20
oL m/z 43.10 98.50%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #169189: Heptadecanoic acid, heptadecy! ester
57
5000 83 U BN UM SUGLIE B
17.60 17.80 18.00 18.20
111 m/z 55.10 89.20%
oL b L\J‘}$9 170 210238 271 508
m/z--> 50 100 150 200 2éo 300 350 400 450 500
Abundance
55
83 B SN SRR SN SUNI I
111 17.60 17.80 18.00 18.20
5000 m/z 97.10 87 .76%
208
. 137 179
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #168066: 17-Pentatriacontene R R RREEEEa
43 17.60 17.80 18.00 18.20
m/z 71.10 76 .54%
5000 83
“ 111
0 139167196224 267292 321 462 490
II""I""I"'I rryrrrrrTrTT T T T T T T T T T TprrrTyrTTTT T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 17.60 17.80 18.00 18.20

8270-BF040115.M Fri Apr 10 14:01:01 2015

Page: 12



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040915\
Data File : BF078386.D

Acq On = 10 Apr 2015 6:22

Operator : TP/1Z

Sample : G1782-14

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115_.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]
unknownl1.07 1.07 37.7 ng 384468 1 6.89 203787 20.0
Butane, 2-methoxy... 1.32 9.1 ng 93028 1 6.89 203787 20.0
2-Pentanone, 4-hy... 4.57 8.3 ng 84648 1 6.89 203787 20.0
unknown6 .60 6.60 83.8 ng 854278 1 6.89 203787 20.0
unknown13.20 13.20 3.9 ng 64575 4 12.44 331616 20.0
Trifluoroacetic a... 14.10 5.3 ng 104511 5 15.71 392690 20.0
1-Nonadecene 15.63 10.6 ng 208226 5 15.71 392690 20.0
n-Dodecyl acetate 15.88 3.3 ng 64117 5 15.71 392690 20.0
Heptadecanoic aci... 17.96 2.9 ng 55450 6 17.39 379118 20.0
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