LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060816\
Data File : BF087811.D

Aca On : 8 Jun 2016 15:52

Operator : UM/SJ

Sample : H3378-04

Misc :

ALS Vial : 6 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-BF060716.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 1.655 3 6 8 rVB 3160476 4928787 100.00% 16.076%
2 1.758 13 15 24 rVB 162497 340734 6.91% 1.111%
3 1.884 24 26 39 rVvB 1785645 2718401 55.15% 8.867%
4 2.044 39 40 93 rvB4 91210 527536 10.70% 1.721%
5 4.993 296 298 305 rVB 104922 170567 3.46% 0.556%
6 5.416 332 335 338 rBY 1517786 1730824 35.12% 5.645%
7 6.456 423 426 429 rBVY 1535754 1784590 36.21% 5.821%
8 6.593 435 438 440 rVB 2135997 2029158 41.17% 6.619%
9 6.822 456 458 461 rBV 668891 582561 11.82% 1.900%
10 6.982 469 472 474 rVB 1876714 1615008 32.77% 5.268%

11 7.393 505 508 510 rBV 1274454 1433103 29.08% 4.674%
12 8.113 568 571 573 rBV 894915 849445 17.23% 2.771%
13 9.199 663 666 668 rvB 2017597 2564227 52.03% 8.364%
14 9.588 698 700 702 rBV 246617 193133 3.92% 0.630%
15 9.873 722 725 727 rBV 791763 878002 17.81% 2.864%

16 10.662 791 794 796 rBV 1206502 1407124 28.55% 4 _590%
17 11.348 852 854 858 rBvV 591267 886259 17.98% 2.891%
18 11.896 899 902 904 rBV 87152 100287 2.03% 0.327%
19 11.965 906 908 913 rvVvB2 35392 53820 1.09% 0.176%
20 12.559 958 960 962 rBV 225934 216078 4._.38% 0.705%

21 12.788 976 980 983 rBV 223331 261646 5.31% 0.853%
22 12.948 991 994 996 rVB 1904016 1922877 39.01% 6.272%
23 13.188 1011 1015 1016 rBVZ2 41293 51962 1.05% 0.169%
24 13.851 1071 1073 1077 rVB 105164 149095 3.02% 0.486%
25 13.988 1082 1085 1091 rVB2 905272 1034406 20.99% 3.374%

26 14.491 1126 1129 1135 rBvV4 50309 113166 2.30% 0.369%
27 14.925 1165 1167 1169 rVB 46090 56747 1.15% 0.185%
28 15.005 1171 1174 1179 rBV 118394 238315 4.84% 0.777%
29 15.108 1181 1183 1189 rBV2 86911 165684 3.36% 0.540%
30 15.291 1197 1199 1202 rVB 63138 96652 1.96% 0.315%

31 15.360 1202 1205 1207 rBV 78964 120438 2.44% 0.393%
32 15.417 1207 1210 1213 rBV 469717 602876 12.23% 1.966%
33 15.668 1230 1232 1235 rVB2 28943 51054 1.04% 0.167%
34 15.897 1249 1252 1255 rBV 82309 157709 3.20% 0.514%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060816\
Data File : BF087811.D

Aca On : 8 Jun 2016 15:52

Operator : UM/SJ

Sample : H3378-04

Misc :

ALS Vial : 6 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

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF060716.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 15.954 1255 1257 1260 rVB2 29775 58113 1.18% 0.190%
36 16.663 1316 1319 1323 rVB4 30022 64130 1.30% 0.209%

37 16.800 1328 1331 1341 rVB2 40980 125608 2.55% 0.410%
38 16.971 1341 1346 1350 rBV3 28495 114724 2.33% 0.374%
39 17.211 1365 1367 1374 rVB 26316 57686 1.17% 0.188%
40 17.394 1380 1383 1390 rBV5 42370 144253 2.93% 0.471%

41 19.360 1551 1555 1561 rVB5 17490 61770 1.25% 0.201%

Sum of corrected areas: 30658555
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF060816\

BF087811.D

8 Jun 2016 15:52

UM/SsJ

H3378-04

6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
1466

3000000

2500000

2000000

1500000

1000000

500000

1.88

1.7§

TIC: BFO87811.D

6.59
6.98

6.82

2.04 4.99

0

Time-->

2.00 2.50

3.00

3.50

4.00

T
4.50 5.00

5.50

6.00

Abundance

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF087811.D

9.20 12.95

10.66

9.87
11.35

9.59

|

12.5612.79
I\ 13.19

Time-->

12.50 13.00

9.50 10.00 10.50 11.00 11.50 12.00

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF087811.D

13.99

16.66.806.9717.217.39 19.36

Time-->

16.50 17.00

14.00 14.50 15.00

17.50 18.00 18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060816\
Data File : BF087811.D

Aca On : 8 Jun 2016 15:52

Operator : UM/SJ

Sample : H3378-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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.

1.66 169.21 ng 4928790 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 56
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 9
3 1-Hexen-4-ol. 1-chloro-3.5-dimet... 162 C8H15CIO 100244-09-5 9
4 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
5 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 9

Abundance Scan 6 (1.655 min): BF087811.D (-3) (-) m/z 73.10 100.00%
3
5000 43
89
- 170 1.80 1.90 2.00 2.10

rrprerr e e e e m/z 43.10 46.76%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4788: Propane, 2,2-dimethoxy-
73
5000 43

1.70 1.80 1.90 2.00 2.10
89 m/z 89.05  33.57%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Abundance
73
T T
1.70 1.80 1.90 2.00 2.10
5000 m/z 41.05 8.69%
45
29
37 55 101
mmmﬁwwwwmwmm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #32642: 1-Hexen-4-ol, 1-chloro-3,5-dimethyl-
3 1.70 1.80 1.90 2.00 2.10
m/z 45.05 7.39%
5000 55
43
27 35,0, || 65 | 81 89 102109 119 129137145
T T T T e e T e e e e R e e AR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 1.70 1.80 1.90 2.00 2.10
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060816\
Data File : BF087811.D

Aca On : 8 Jun 2016 15:52

Operator : UM/SJ

Sample : H3378-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 4 Propane, 1,1-dimethoxy- Concentration Rank 5

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

2.04 18.11 ng 527536 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 64
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 27
3 1.3-Dioxolane. 2-(1-bromoethvI)- 180 C5H9Br02 005267-73-2 9
4 1-Butanamine 73 C4H11IN 000109-73-9 7
5 Glycine 75 C2H5N02 000056-40-6 7

Abundance Scan 40 (2.044 min): BF087811.D (-39) (-) m/z 75.10 100.00%
75
5000 45
| 55 180 200 220 240
L m/z 73.05 74.93%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4789: Propane, 1,1-dimethoxy-
75
5000 29 45 L I I I
1.80 2.00 2.20 2.40
m/z 45.05 39.59%
57
T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
73
180 200 220 240
5000 m/z 41.05 27 .07%
45
29
55 101
mz-> 20 40 60 80 100 120 140 160 180 B
Abundance #45849: 1,3-Dioxolane, 2—(l—bromoethy|)— LN L L L L L B LB
73 1.80 2.00 2.20 2.40
m/z 47.00 17.86%
5000
45
27
Lo STl 89 107 119 135 179
m/z--> 20 40 60 80 100 120 140 160 180 180 200 220 2.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060816\
Data File : BF087811.D

Aca On : 8 Jun 2016 15:52

Operator : UM/SJ

Sample : H3378-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 7

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

4.99 5.86 ng 170567 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
4 3-Hexanol 102 C6H140 000623-37-0 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

Abundance Scan 298 (4.993 min): BF087811.D (-296) (-) m/z 43.10 100.00%
43
59
5000
ot 460 480 500 520 540
...,....,....,..3.6.','“..,??4.,....,....,E."3...,...:,|....,. m/z 59.10 57.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR SRS LN LR
4.60 4.80 5.00 5.20 5.40
59 m/z 101.10 19.74%
21 37| 53 ‘ 67 77 83 a1 ‘1?1
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
- 460 480 500 520 540
5000 m/z 58.10 15.61%
29 101
15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime R o R
43 4.60 4.80 5.00 5.20 5.40
m/z 41.10 9.26%
5000
101
15 53137, 51 % 69 86
miz--> 10 20 30 40 50 60 70 80 90 100 110 | 460 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060816\
Data File : BF087811.D

Aca On : 8 Jun 2016 15:52

Operator : UM/SJ

Sample : H3378-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 unknown6.59 Concentration Rank 3

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

6.59 69.66 ng 2029160 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 438 (6.593 min): BF087811.D (-435) (-) m/z 132.00 100.00%
5000 68
6 TrrTrTyTTTTIT T T T T T T
40 _ 54 | 75 104 6.20 6.40 6.60 6.80 7.00
..,....,....,....,".'..?,::..??...' S/ Wi S N m/z 68.10  39.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR S N L R
6.20 6.40 6.60 6.80 7.00
78 m/z 134.00 33.55%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80 7.00
5000 m/z 66.10 25.16%
104
66
14 27 37 4451 55 T 89 g7 115
_”TWWWTWWTWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- T A e
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 16.07%
117
5000
39 91
51
27 105
..,....,...‘.,....‘,‘....;‘.‘.?.f‘,.z‘..,...‘.,?‘.“.. ‘:..9.8,.‘.‘. I .1?‘.51“‘... . SN § S G —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 620 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060816\
Data File : BF087811.D

Aca On : 8 Jun 2016 15:52

Operator : UM/SJ

Sample : H3378-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 n-Hexadecanoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.90 2.26 ng 100287 Phenanthrene-d10 11.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 Oxalic acid, allyl hexadecyl ester 354 C21H3804 1000309-24-4 35
Abundance Scan 902 (11.896 min): BF087811.D (-899) (-) m/z 73.00 100.00%
43
5000 129
97 115 213
143157171185 99 256 11.60 11.80 12.00 12.20
m/z 60.00 82.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073
5000 129 UL AL SRR LR B
nmnmnmnm
m/z 43.10 80.20%
ﬂji 143157171185199213
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
11,60 11.80 12.00 12.20
5000 129 m/z 57.10 71.87%
29 87
101115 143157171185199 242
15 21377g
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 250 2éo
Abundance #84453: Tetradecanoic acid e R ma ma
60 73 11.60 11.80 12.00 12.20
43 m/z 41.10 66.29%
5000 129
. 185 228
01115 | 143,171
: ”III‘ H“ \ml} H‘ i |‘||:|I-|57||‘|| |‘||1|99||25L|3||‘||||||||| S —
m/z--> 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060816\
Data File : BF087811.D

Aca On : 8 Jun 2016 15:52

Operator : UM/SJ

Sample : H3378-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Heptafluorobutyric acid, pe... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.85 2.88 ng 149095 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 95
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 95
3 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 95
4 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 94
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 94

Abundance Scan 1073 (13.851 min): BF087811.D (-1071) (-) m/z 57.10 100.00%

57

5000

-

13.60 13.80 14.00 14.20
m/z 43.10 84.52%

m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester

83

%

5000 111 LA B L L L L L L
13.60 13.80 14.00 14.20
m/z 55.10 78.60%
29 ‘ | 139190 210
S T 0 aes a6
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
R B s
83 13.60 13.80 14.00 14.20
5000 m/z 83.10 76.57%
111
29
139 169 510238 983 434
T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #215485: Heptafluorobutyric acid, n-tetradecyl ester e RARREEE RS
13.60 13.80 14.00 14.20
8 m/z 69.10 68.17%

5000

:

T T I I
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060816\
Data File : BF087811.D

Aca On : 8 Jun 2016 15:52

Operator : UM/SJ

Sample : H3378-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 1-Pentadecanethiol Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.49 2.19 ng 113166 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentadecanethiol 244 C15H32S 025276-70-4 90
2 Oxalic acid. pentadecvl propvl e... 342 C20H3804 1000309-26-8 81
3 Tetratriacontvl pentafluoropropi... 641 C37H69F502 1000351-81-5 76
4 Tetratriacontvl heptafluorobutvrate 691 C38H69F702 1000351-84-1 76
5 Oxalic acid, cyclobutyl heptadec... 382 C23H4204 1000309-70-7 68
Abundance Scan 1129 (14.491 min): BFO87811.D (-1126) (-) m/z 57.10 100.00%
57
240 R DAL UL UL UM
a1 o 14.20 14.40 14.60 14.80
— N — -2 T T [ R B [
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #97496: 1-Pentadecanethiol
55
97
5000 L L I SULULE B
244 14.20 14.40 14. 60 14. 80
210 m/z 71.10 63.56%
15 3947
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
43
14.20 14.40 14.60 14.80
5000 83 - m/z 55.10 59.06%
125 162 298 \M/\/\“/LJ¢A/\wﬂv,wvAaaj\m
m/z--> 6 éo 160 1éo 200 250 300 350 400 4éo 560 séo 660
Abundance #242008: Tetratriacontyl pentafluoropropionate R EAEEEEEE S mEE
57 14.20 14.40 14.60 14.80
m/z 69.10 51.90%
97
39
26 f;t 181 222 264 320 362 405 476 521 622
m/z--> c') 5'0 1(')0 1&'30 200 250 300 350 4(')0 4&'30 500 5&'30 6(|)O 14'20 14. 40 14. 60 14. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060816\
Data File : BF087811.D

Aca On : 8 Jun 2016 15:52

Operator : UM/SJ

Sample : H3378-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Hexadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.11 5.50 ng 165684 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 52
2 Hexacosane 366 C26H54 000630-01-3 46
3 Benzolalpvrene 252 C20H12 000050-32-8 46
4 Heptadecane. 3-methvl- 254 C18H38 006418-44-6 41
5 Heneicosane 296 C21H44 000629-94-7 41
Abundance Scan 1183 (15.108 min): BF087811.D (-1181) (-) m/z 57.10 100.00%
57
5000 T i WL
13 14.80 15.00 15.20 15.40
141 183 224 : : : :
S LA e 183202228 ) gep m/z 71.10 68.24%
m/z--> 50 100 150 200 250 300 350
Abundance #83025: Hexadecane
57
5000 L B U SRR B
a5 14.80 15.00 15. 20 15.40
29 m/z 43.10 55.17%
i J 113 141 169 197 226
m/z--> 55 160 150 200 250 300 3éo
Abundance
57
14.80 15.00 15.20 15.40
5000 85 m/z 252.10 52.44Y%
29 13 141 160 197 225 253 205 323 367
m/z--> 55 160 150 260 2éo 360 3éo
Abundance #104222: Benzo[a]pyrene
252 14.80 15.00 15.20 15.40
m/z 85.10 51.13%
- \J\J\L\\
126
228
57 83101 | 149 o0 7 |
m/z--> 55 160 150 260 2éo 360 3éo 14%0 1500 1520 1540 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060816\
Data File : BF087811.D

Aca On : 8 Jun 2016 15:52

Operator : UM/SJ

Sample : H3378-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Octacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.90 5.23 ng 157709 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetracosane 338 C24H50 000646-31-1 90
4 Heptadecane 240 C17H36 000629-78-7 90
5 Docosane 310 C22H46 000629-97-0 87
Abundance Scan 1252 (15.897 min): BF087811.D (-1249) (-) m/z 57.10 100.00%
57
85
5000
LRI BRI BN B
1414 ~1 183203 15.60 15.80 16.00 16.20
....,‘.J.-“"'-m A A m/z 71.10 70.81%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 85 LR B SR BRI B
15. 60 15. 80 16 00 16 20
- m/z 43.10 57 .19%
7| L || (M8 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance
57
o 15,60 15.80 16.00 16.20
5000 m/z 85.10 55.38%
29
13 141 169 197 225 253 296
m/z--> 55 160 150 260 2%0 360 3%0 '
Abundance #175557: Tetracosane e B AL
57 15.60 15.80 16.00 16.20
m/z 55.10 23.74%
5000 & “w\j\/wj\/\/\w
29 113
| 0yl T° 141 189 197 225 253 281 309 338
m/z--> 55 160 1%0 260 250 300 3%0 ' 1560 1580 1600 1620
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060816\
Data File : BF087811.D

Aca On : 8 Jun 2016 15:52

Operator : UM/SJ

Sample : H3378-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 10-Octadecenal Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.66 2.13 ng 64130 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10-Octadecenal 266 C18H340 056554-92-8 58
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 58
3 Octadecanal 268 C18H360 000638-66-4 53
4 Heptadecanal 254 C17H340 1000376-70-0 53
5 13-Octadecenal 266 C18H340 056554-90-6 52
Abundance Scan 1319 (16.663 min): BF087811.D (-1316) (-) m/z 57.10 100.00%
] \AJ\\/J\\/\/\W
5000
183 1rd 16.40 16.60 16.80 17.00
AR L m/z 43.10 88.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #115859: 10-Octadecenal
43 5
5000 AR AR BN BN
16.40 16.60 16.80 17.00
1 m/z 82.10 80.73%

1
125 147 7221 251

168182 20744935

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
82 9
R B EERmE R
43 57 16.40 16.60 16.80 17.00
5000 m/z 83.10 59.21%
110
29 124138
15 152166180194 211 236250 268

W‘Wmmwmﬁwmm

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

Abundance #117606: Octadecanal R B EERmE R
16.40 16.60 16.80 17.00

m/z 68.10 57.67%

5000

110
250

124
138152166180194208222

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060816\
Data File : BF087811.D

Aca On : 8 Jun 2016 15:52

Operator : UM/SJ

Sample : H3378-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 unknownl16.97 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.97 3.81 ng 114724 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Picene 278 C22H14 000213-46-7 49
2 Benzolbltriphenvlene 278 C22H14 000215-58-7 45
3 Dibenzla.hTanthracene 278 C22H14 000053-70-3 35
6-(Adamantvl-1)naphthol-2 278 C20H220 037436-35-4 27
5 [1,2,4]0xadiazole-5-carboxylic a... 278 C13H14N205 1000316-89-9 22
Abundance Scan 1346 (16.971 min): BF087811.D (-1341) (-) m/z 57.10 100.00%

278

§

5000 43

16.60 16.80 17.00 17.20
m/z 278.10 80.87%

miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #126207: Picene
278
5000
16.60 16.80 17.00 17.20
139 m/z 71.10 71.18%
28 43 57 71 92 112125 | 174 200 224 250263‘ﬂ
BT AN E S M o Y SN = LoLLN)
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
278
e
16.60 16.80 17.00 17.20
5000 m/z 85.10 52.87%
139
3952 7487 112125 | 159974 200 224 250263
I M o B L N L S N S N |

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

Abundance #126224: Dibenz[a,h]anthracene R e EmamEE
278 16.60 16.80 17.00 17.20
m/z 43.10 50.90%
139
39 63 g7 11212 | 153 174 200 224 250263 ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16. 60 16. 80 17. OO 17.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060816\
Data File : BF087811.D

Aca On : 8 Jun 2016 15:52

Operator : UM/SJ

Sample : H3378-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 16 unknownl7.39 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.39 4.79 ng 144253 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cholest-5-ene. 3-ethoxv-. (3.bet... 414 C29H500 000986-19-6 38
2 5-Benzvlcarbamovl-1H-imidazole-4... 273 C14H15N303 312758-83-1 22
3 Cvclopropvl-(2-nonvloxv-benzvl)-... 289 C19H31NO 1000297-00-6 12
4 5.16-Preanenolone oxime 329 C21H31NO0O2 001045-71-2 10
5 _beta.-Sitosterol acetate 456 C31H5202 000915-05-9 10
Abundance Scan 1383 (17.394 min): BF087811.D (-1380) (-) m/z 43.10 100.00%
43
5000
303 329
255 381 414 e
17.00 17.20 17.40 17.60 17.80
m/z 107.10 76.77%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217443: Cholest-5-ene, 3-ethoxy-, (3.beta.)-
43
5000 R B B B B
81 368 ﬂ%ﬂ%ﬂ%ﬂmﬂ%
‘ 107 329 214 m/z 57.10 72.45%
N HH‘M Hh bl \h 0109213 247 275 301 | e o
m/z--> 50 100 150 200 250 300 350 400
Abundance
107
17.00 17.20 17.40 17.60 17.80
5000 139 m/z 159.10 69.63%
273
167
50 7 201 2262
m/z--> "55' "'166 B iéd B éoo"' ésd B éooll' ééd B ﬁéd '
Abundance #135397: Cyclopropyl-(2-nonyloxy-benzyl)-amine
43 69 107 17.00 17.20 17.40 17.60 17.80
m/z 145.05 69.31%
N MJJ\’W\A
163
134
289
-l JIJ!II’} \HJ | \“ ‘ {190 218 . 2(?0.le| T AR NN AN
m/z--> 50 100 m 2m 250 300 350 400 ﬂ%ﬂ%ﬂ%ﬂmﬂ%
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060816\
Data File : BF087811.D

Aca On : 8 Jun 2016 15:52

Operator : UM/SJ

Sample : H3378-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 17 unknownl19.36 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
19.36 2.05 ng 61770 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Norethandrolone 302 C20H3002 000052-78-8 22
2 Androst-4-ene-3.17-dione. 11-hyd... 302 C19H2603 000382-44-5 18
3 Androst-4-ene-3.17-dione. 15-hyd... 302 C19H2603 000566-08-5 16
4 1.2:4.5-Dibenzopvrene 302 C24H14 000192-65-4 14
5 Androstane-3,11,17-trione, (5.al... 302 C19H2603 001482-70-8 12
Abundance Scan 1555 (19.360 min): BF087811.D (-1551) (-) m/z 302.10 100.00%
302
57 109
5000

19.00 19.20  19.40
m/z 57.10 54.80%

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #146568: Norethandrolone

5000 85 231 T
19.00 19.20 19.40

m/z 109.10 52.12%

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

Abundance
163 302
T
19.00 19.20 19.40
5000 4, 123 m/z 300.10 49 _.43%
55
77 1105 147 P 269 284
213227544
mm‘wﬁmmm—wwwmm
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #146503: Androst-4-ene-3,17-dione, 15-hydroxy-, (15.alpha.)- ——
260 302 19.00 19.20 19.40
m/z 205.20 43.24%
5000 79 109124
55
3
147
i 2 I
Ll LIlL Ll al I L 1 I
R L e BARRARASEE LS Lo —
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 19.00 19.20 19.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060816\
Data File : BF087811.D

Acq On : 8 Jun 2016 15:52

Operator : UM/SJ

Sample - H3378-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Propane, 2,2-dime... 1.66 169.2 ng 4928790 1 6.82 582561 20.0
Propane, 1,l1-dime... 2.04 18.1 ng 527536 1 6.82 582561 20.0
2-Pentanone, 4-hy... 4.99 5.9 ng 170567 1 6.82 582561 20.0
unknown6 .59 6.59 69.7 ng 2029160 1 6.82 582561 20.0
n-Hexadecanoic acid 11.90 2.3 ng 100287 4 11.35 886259 20.0
Heptafluorobutyri... 13.85 2.9 ng 149095 5 13.99 1034410 20.0
1-Pentadecanethiol 14.49 2.2 ng 113166 5 13.99 1034410 20.0
Hexadecane 15.11 5.5 ng 165684 6 15.42 602876 20.0
Octacosane 15.90 5.2 ng 157709 6 15.42 602876 20.0
10-Octadecenal 16.66 2.1 ng 64130 6 15.42 602876 20.0
unknownl16 .97 16.97 3.8 ng 114724 6 15.42 602876 20.0
unknownl17.39 17.39 4.8 ng 144253 6 15.42 602876 20.0
unknown19 .36 19.36 2.0 ng 61770 6 15.42 602876 20.0

8270-BF060716.M Thu Jun 09 18:08:45 2016 Page: 17



