LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF073116\

Data File : BF089479.D

Aca On - 31 Jul 2016 19:18

Operator : UM/SJ

a?ggle i H4285-05 AB-SLOPE(0-4)M
ALS Vial : 16 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-BF072716.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 5 6 49 rVB 819790 1906681 100.00% 14.963%
2 4_.593 260 263 276 rVB 176890 336694 17.66% 2.642%
3 5.061 302 304 335 rBV 864883 1185039 62.15% 9.300%
4 6.159 398 400 402 rBY 1035304 1216457 63.80% 9.546%
5 6.261 407 409 427 rVB 1246247 1356427 71.14% 10.645%
6 6.490 427 429 440 rVB 212546 234276 12.29% 1.838%
7 6.650 440 443 445 rBV 758621 921826 48.35% 7.234%
8 7.062 477 479 498 rBV 471913 744500 39.05% 5.842%
9 7.782 539 542 544 rBV 228379 276615 14.51% 2.171%
10 8.856 634 636 639 rBY 1196149 1123579 58.93% 8.817%
11 8.913 639 641 644 rVB 19945 33196 1.74% 0.261%
12 9.256 670 671 674 rVB 134372 114393 6.00% 0.898%
13 9.485 688 691 692 rvv2 10285 20380 1.07% 0.160%
14 9.519 692 694 696 rvv 350795 308775 16.19% 2.423%
15 9.553 696 697 699 rVB 23606 21754 1.14% 0.171%
16 9.645 704 705 707 rBV 15330 20360 1.07% 0.160%
17 9.976 732 734 736 rBV 31375 26815 1.41% 0.210%
18 10.170 749 751 754 rBV2 9658 22543 1.18% 0.177%
19 10.308 760 763 765 rBV 555252 609416 31.96% 4.782%
20 10.342 765 766 769 rVB2 25306 29264 1.53% 0.230%
21 10.445 772 775 779 rBV 31773 41415 2.17% 0.325%
22 10.993 820 823 825 rBV 236318 230004 12.06% 1.805%
23 11.245 843 845 848 rBV2 15210 19817 1.04% 0.156%
24 11.553 870 872 874 rBV 51218 58407 3.06% 0.458%
25 12.331 937 940 946 rVB2 13792 22506 1.18% 0.177%

26 12.571 959 961 964 rBV 747207 754613 39.58% 5.922%
27 13.485 1038 1041 1045 rBV2 72861 101598 5.33% 0.797%
28 13.611 1050 1052 1060 rvVv 228678 257168 13.49% 2.018%

29 14.114 1094 1096 1101 rBV 57034 73976 3.88% 0.581%
30 14.685 1144 1146 1150 rBV2 39081 73227 3.84% 0.575%
31 14.937 1166 1168 1172 rBV 210355 274270 14.38% 2.152%
32 15.325 1200 1202 1204 rBV 26153 43180 2.26% 0.339%
33 15.371 1204 1206 1209 rVB2 18304 29300 1.54% 0.230%
34 15.942 1253 1256 1259 rBV2 14292 26975 1.41% 0.212%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF073116\

Data File : BF089479.D

Aca On - 31 Jul 2016 19:18

Operator : UM/SJ

a?ggle i H4285-05 AB-SLOPE(0-4)M
ALS Vial : 16 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-BF072716.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 16.537 1305 1308 1314 rBV2 35959 79739 4.18% 0.626%
36 17.143 1358 1361 1368 rVB4 16239 41253 2.16% 0.324%
37 17.325 1373 1377 1382 rVB2 23522 54593 2.86% 0.428%
38 19.246 1540 1545 1553 rVB4 13358 51820 2.72% 0.407%

Sum of corrected areas: 12742851
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BFO073116\

BF089479.D

31 Jul 2016 19:18

UM/SsJ

H4285-05

16 Sample Multiplier: 1

= Z:\HPCHEM1I\BNA F\METHODS\8270-BF072716.M
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION
: C:\Database\NIST11.L
LSCINT.P

AB-SLOPE(0-4)M

Abundance
1200000

1000000

1.66

800000

600000

400000

200000

TIC: BF089479.D

5.06

4.59

6.16

26

6.65

6.49

7.06

0
Time-->

4.50 5.00

3.00

3.50

4.00

5.50

6.00

6.50

7.00

|
7.50

Abundance
1200000

1000000

800000

600000

400000

200000

7.78

TIC: BF089479.D
86

10.31

10 99

9. 9%_0 1308344

12.57

13.4¢

0
Time-->

10 00

9. 50 10 50 11. 00 11. 50

12.00

12. 50

13.00

Abundance
1200000

1000000

800000

600000

400000

.61
200000

TIC: BF089479.D

14.94

14.11 14.69 155337 15.94 16.54
. AN

17.147.33

19.25

Time-->

17.50

16.50 17.00

15.50 16.00

14.00 14.50 15.00

18.00

18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF073116\

Data File : BF089479.D

Aca On - 31 Jul 2016 19:18

Operator : UM/SJ

a?ggle i H4285-05 AB-SLOPE(0-4)M
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4._.59 28.74 ng 336694 1,4-Dichlorobenzene-d4 6.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 23
3 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 23
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
5 Acetone 58 C3H60 000067-64-1 10

Abundance Scan 263 (4.593 min): BF089479.D (-260) (-) m/z 43.05 100.00%
43
59
5000
101 SUNRNNMNSR S S S SN
420 4.40 4.60 4.80 5.00
83
0 ..,....,....,....','.':..?.1.~!~I,....,....,.-...,....-,....,....,....,....,...., m/z 59.10 63.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 SRR SRR LR LR S
420 4.40 4.60 4.80 5.00
m/z 101.10 24 .23%
31 83 g3 101
O P T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
420 440 460 480 500
5000 m/z 58.10 15.66%
43 101
0 15 3 51 69 83
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester AR AREEmmmm
59 420 4.40 4.60 4.80 5.00
m/z 41.10 9.34%
5000 41
68
o I so 1) | 126 142
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 420 440 460 480 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF073116\

Data File : BF089479.D

Aca On - 31 Jul 2016 19:18

Operator : UM/SJ

a?ggle i H4285-05 AB-SLOPE(0-4)M
ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

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 unknown6.26 Concentration Rank 2

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

6.26 115.80 ng 1356430 1,4-Dichlorobenzene-d4 6.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 409 (6.261 min): BF089479.D (-407) (-) m/z 132.00 100.00%
5000 68
40 % J 600 620 640 6.60
54 . . . .
ol Qe |Asus | n/z 68.10 42.57%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.00 6.20 6.40 6.60
31 51 78 m/z 134.00 32.87%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
600 620 640 6.60
5000 m/z 66.05 27 .21%
33 aa o 105
o 60 80 115
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.00 6.20 6.40 6.60
24 m/z 69.05 17.65%
5000 98 116 A\\Ak
o -‘-“‘. 89 .‘Fﬂpf‘-“. 18189 I LV |
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF073116\

Data File : BF089479.D

Aca On - 31 Jul 2016 19:18

Operator : UM/SJ

a?ggle i H4285-05 AB-SLOPE(0-4)M
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 unknown8.91 Concentration Rank 15

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

8.91 2.15 ng 33196 Acenaphthene-d10 9.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Cvclohexadiene. 3-ethenvl-1.... 134 C10H14 062338-57-2 25
2 trans-.alpha.-Beraamotene 204 C15H24 013474-59-4 23
3 2.4-Nonadivne 120 C9H12 063621-15-8 11
4 4H-1-Benzopbvran-4-one. 2-amino- 161 C9H7NO2 038518-76-2 10
5 Bicyclo[2.2.1]heptane, 2,2-dimet... 136 C10H16 005794-03-6 10

Abundance Scan 641 (8.913 min): BF089479.D (-639) (-) m/z 105.10 100.00%
105 119
161
93
5000
41
55 81
69
133 8.60 8.80 9.00 9.20
(o} e m/z 119.10 90.39%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14929: 1,4-Cyclohexadiene, 3-ethenyl-1,2-dimethy!-
91 119
5000
134 8.60 8.80 9.00 9.20
41 106 0
7 ‘ o 65 77 ‘ m/z 161.10 68.27%
0|||||‘|‘||‘|||“N‘||‘i“|||H|||l‘||‘lH||‘i“l|||”||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
41 93
119
8.60 8.80 9.00 9.20
5000 69 m/z 93.10 59.72%
55 79 107
29
133 147 161 189
O o T T s o o T o o T SIS
miz--> 20 40 60 80 100 120 140 160 180
Abundance #9404: 2,4-Nonadiyne
105 8.60 8.80 9.00 9.20
m/z 91.10 57 .46%
5000 -7
120
39 63
e
0..‘.l.‘.‘..‘l‘..‘l‘.l‘l..“.‘luu“..|‘l‘...‘|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF073116\

Data File : BF089479.D

Aca On - 31 Jul 2016 19:18

Operator : UM/SJ

a?ggle i H4285-05 AB-SLOPE(0-4)M
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 Nonadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

10.44 3.60 ng 41415 Phenanthrene-d10 10.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 90
2 Tetradecane 198 C14H30 000629-59-4 86
3 Pentadecane 212 C15H32 000629-62-9 86
4 Heneicosane 296 C21H44 000629-94-7 83
5 Tridecane 184 C13H28 000629-50-5 78

Abundance Scan 775 (10.445 min): BF089479.D (-772) (-) m/z 57.05 100.00%

g7
43 71

5000

10.20 10.40 10.60 10.80
m/z 43.10 70.12%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117637: Nonadecane
57

10.20 10.40 10.60 10.80
m/z 71.10 67.60%

5000

99

113127141155169183197

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57
43
71 10.20 10.40 10.60 10.80
5000 85 m/z 85.10 48 .47%
29
oL 15 99113127141155169 198
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #71393: Pentadecane
57 10.20 10.40 10.60 10.80
43 m/z 41.10 34.90%
71
5000 85
29 99
oL 15 |0 L) T 118127141155169183 212
.”,“.W.H.P.H,H.W.H.P.“..” T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF073116\

Data File : BF089479.D

Aca On - 31 Jul 2016 19:18

Operator : UM/SJ

a?ggle i H4285-05 AB-SLOPE(0-4)M
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 7 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.55 5.08 ng 58407 Phenanthrene-d10 10.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Decanoic acid. silver(1+) salt 278 C10H19Aa002 013126-67-5 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 59
Abundance Scan 872 (11.553 min): BF089479.D (-870) (-) m/z 73.00 100.00%
43 60
5000 129
o 213 L DAL IS BN B
115 143157171185 226 256 11.20 11.40 11.60 11.80
(o} m/z 60.00 79.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 L DAL IS BN BB
11.20 11.40 11.60 11.80
m/z 43.05 77 .36%
ﬂji 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
1120 1140 11,60 11.80
5000 129 m/z 57.10 68.80%
29 87
115 | 143 185199 242
REE 101 157171 213506
m/z--> 25 Jo 65 éo 160 150 150 160 180 200 220 250 2éo
Abundance #84453: Tetradecanoic acid
60 73 11.20 11.40 11.60 11.80
43 m/z 55.10 66.32%
5000 129
- 185 228
01115 | 143,171
ol ....,T. Wl BTl | 159215 e || DA e
m/z--> 80 100 120 140 160 180 200 220 240 260 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF073116\

Data File : BF089479.D

Aca On - 31 Jul 2016 19:18

Operator : UM/SJ

a?ggle i H4285-05 AB-SLOPE(0-4)M
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 3-Eicosene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.49 7.90 ng 101598 Chrysene-di12 13.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
2 n-Heptadecanol-1 256 C17H360 001454-85-9 90
3 3-Chloropropionic acid. heptadec... 346 C20H39CI102 1000283-05-1 90
4 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 87
5 1-Docosene 308 C22H44 001599-67-3 81
Abundance Scan 1041 (13.485 min): BF089479.D (-1038) (-) m/z 83.10 100.00%
41
5000
13.20 13.40 13.60 13.80
bl m/z 55.10 94 .94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127771: 3-Eicosene, (E)-
43
97
5000 SRR BN BN B
29 13.20 13.40 13.60 13.80
125 m/z 57.10 91.85%
o J | 139153167182196210224 252 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55 83
69 97
SRR BN BN BN
41 13.20 13.40 13.60 13.80
5000 11 m/z 43.10 90.46%
125
o 21 139154168182196210 238
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #181286: 3-Chloropropionic acid, heptadecy! ester R Al BaEE T R
3 13.20 13.40 13.60 13.80
m/z 69.10 87 .54%
5000
125
o 139154168182196210224238253
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073116\
Data File : BF089479.D

Aca On : 31 Jul 2016 19:18

Operator : UM/SJ

Sample = H4285-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 Nonadecyl pentafluoropropio... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.11 5.75 ng 73976 Chrysene-di12 13.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
2 Carbonic acid. isobutvl octadecv... 370 C23H4603 1000314-61-5 91
3 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 91
4 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 90
5 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 90
Abundance Scan 1096 (14.114 min): BF089479.D (-1094) (-) m/z 57.10 100.00%
57
5000 \/\JMLM
111
199165, 13.80 14.00 14.20 14.40 |
0 e T e e T B o m/z 43.10 84 .50%
m/z--> 50 100 150 200 250 300 350 400
Abundance #222139: Nonadecy! pentafluoropropionate
57
5000 SR UL B SULLR B
15 13.80 14.00 14.20 14.40
m/z 55.10 78.09%
m/z--> 50 200 250 300 350 400
Abundance
57
13.80 14.00 14.20 14.40 |
5000 m/z 83.10 66.48%
83
29 111
0 139 168 196 224 253
m/z--> 50 100 150 200 250 300 350 400
Abundance #197885: Trichloroacetic acid, pentadecy! ester e EEARRE B R
4 13.80 14.00 14.20 14.40
83 m/z 97.10 64.51%
5000
111
m/z--> 50 100 1éo 260 250 300 350 400 13.80 14.00 14.20 14.40 |
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF073116\

Data File : BF089479.D

Aca On - 31 Jul 2016 19:18

Operator : UM/SJ

a?ggle i H4285-05 AB-SLOPE(0-4)M
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 Pentacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.69 5.34 ng 73227 Perylene-di12 14.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 1146 (14.685 min): BF089479.D (-1144) (-) m/z 57.10 100.00%
7
5000
| 141 160100 14.40 14.60 14.80 15.00
o L e m/z 71.10 75.09%
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57
5000 85 L B B L B
mmmmmmmm
113 m/z 43.10 61.05%
ol 2L Ly 169m0 21 239 267 205 3p3 352
m/z--> §0 100 1%0 260 2éo 360 3%0 '
Abundance
57
14.40 14.60 14.80 15.00
5000 - m/z 85.10 53.25%
113
o 29 141 169 197 225 253 295 366
m/z--> §0 160 150 260 250 360 3%0 '
Abundance #209565: Octacosane el EEma s R S
57 14.40 14.60 14.80 15.00
m/z 55.10 23.83%
>0 T 'WM
29 113 (141
0 ey ﬂ ‘169 197 225 253 281 309 337 365 394
m/z--> 50 100 1%0 260 250 360 3%0 ' 14%0 1460 1480 1500
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF073116\

Data File : BF089479.D

Aca On - 31 Jul 2016 19:18

Operator : UM/SJ

a?ggle i H4285-05 AB-SLOPE(0-4)M
ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

= Z:\HPCHEM1I\BNA F\METHODS\8270-BF072716.M
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION
: C:\Database\NIST11.L
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 Hexacosane Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
15.33 3.15 ng 43180 Perylene-di12 14.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Heptacosane 380 C27H56 000593-49-7 86
3 Pentacosane 352 C25H52 000629-99-2 86
4 Heneicosane 296 C21H44 000629-94-7 86
5 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 80

Abundance Scan 1202 (15.325 min): BF089479.D (-1200) (-) m/z 57.10 100.00%
57
8 \/MJ\\\AAA_\
5000
113 R R IR BN
[ 141177 48 15.00 15.20 15.40 15.60
oLt et g4y vy 22 m/z 71.10 77.73%
m/z--> 50 100 150 200 250 300 350
Abundance #194494: Hexacosane
57
5000 85 U SRR SRR SRR SRR
15.00 15.20 15.40 15.60
113 m/z 43.10 61.05%
0 2\9 ‘H h Mw “M ‘\‘ u‘ J 14\.1 \169 197 225 253 295 366
m/z--> 55 160 1éo 260 250 360 3éo
Abundance
57
15.00 15.20 15.40 15.60
5000 m/z 85.10 52.57%
85
0 29 113 141 169 197 225 253 281 323 351 380
m/z--> 55 160 1%0 260 2éo 360 3éo
Abundance #185533: Pentacosane B BBEmma B B
57 15.00 15.20 15.40 15.60
m/z 55.10 21.70%
5000 85
113
oLy J | M 169189211 239 267 295 323 352
m/z--> 5'0 100 1&'30 200 250 3(')0 3&'30 15'00 15. 20 15. 40 15|60 '

8270-BF072716.

M Mon Aug 01 19:40:55 2016

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF073116\

Data File : BF089479.D

Aca On - 31 Jul 2016 19:18

Operator : UM/SJ

a?ggle i H4285-05 AB-SLOPE(0-4)M
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 12 unknownl5.37 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.37 2.14 ng 29300 Perylene-di12 14.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanone. 3-ethvl- 126 C8H140 022461-89-8 43
2 5-Fluoro-3-trifluoromethvlbenzoi... 474 C27H42F402 1000338-91-1 43
3 Carbonic acid. octadecvl 2.2.2-t... 444 C21H39C1303 1000314-56-3 37
4 Bacteriochlorophvll-c-stearvl 841 C52H72MaN404 1000164-49-7 37
5 Behenic alcohol 326 C22H460 000661-19-8 37
Abundance Scan 1206 (15.371 min): BF089479.D (-1204) (-) m/z 83.10 100.00%
83
5000 55 11
139 209 L SO AR B SUNI I
15.00 15.20 15.40 15.60
281
0 ...l,.|...,!.”H;ie?..,|....,...~.,....,....,....,... m/z 97.10 73.95%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #11359: Cyclohexanone, 3-ethyl-
83
41
5000 A SRR AR SUGLIE B
126 15.00 15.20 15.40 15.60
‘ m/z 69.10 62.24%
0||||’|| |‘||||||||||||||||||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57 83 191
15.00 15.20 15.40 15.60
5000 mn m/z 55.10 42.96%
163
29 139
0 238 266 474
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #225717: Carbonic acid, octadecyl 2,2,2-trichloroethyl ester R R RREEEEa
55 88 15.00 15.20 15.40 15.60
m/z 43.10 41.64%
111
5000
29 l‘ 139 155 195 224 252
of ‘,J‘.“..,.i..‘“.',...‘L,....,‘....,....,....,....,... R R REamE e
m/z--> 50 100 150 200 250 300 350 400 450 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF073116\

Data File : BF089479.D

Aca On - 31 Jul 2016 19:18

Operator : UM/SJ

a?ggle i H4285-05 AB-SLOPE(0-4)M
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 unknownl6.54 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.54 5.81 ng 79739 Perylene-di12 14.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclodecacvclotetradecene. 14.15... 296 C22H32 014113-61-2 38
2 Rishitin 222 C14H2202 018178-54-6 16
3 Ethinvl Estradiol 296 C20H2402 000057-63-6 16
4 Androst-5-ene.l-acetoxv-16.17-di... 386 C25H3803 294866-91-4 12
5 Bicyclo[2.2.1]heptane, 2-cyclopr... 176 C13H20 1000159-45-7 10
Abundance Scan 1308 (16.537 min): BF089479.D (-1305) (-) m/z 43.10 100.00%
48
95
5000
231 285 5 303 329 o
16.20 16.40 16.60 16.80
Obrerprrrrbrby m/z 95.10 68.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #141445; Cyclodecacyclotetradecene, 14,15-didehydro-1,4,5,...

5000

16. 20 16. 40 16. 60 16. 80
185 m/z 105.00 65.91%
02 225 253 296

04
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
a1 oL 143
S —
119 16.20 16.40 16.60 16.80
5000 161 m/z 57.10 62.70%
67 204
220
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #141346: Ethiny| Estradiol R R RS S
213 16.20 16.40 16.60 16.80
m/z 107.10 60 .55%
160
5000 133
296
ot 185
AN G - S R
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 1620 16.40 16.60 16.80

8270-BF072716.M Mon Aug 01 19:40:57 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF073116\

Data File : BF089479.D

Aca On - 31 Jul 2016 19:18

Operator : UM/SJ

a?ggle i H4285-05 AB-SLOPE(0-4)M
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 unknownl7.14 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.14 3.01 ng 41253 Perylene-di12 14.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.5-Cvcloundecadiene. 9-(l1-methv... 190 C14H22 062338-55-0 25
2 5.10-Undecadienoic acid. 2-methv... 208 C13H2002 051788-60-4 14
3 1H-Pvrazole-4-carboxaldehvde. 1-... 190 C10H7FN20 1000338-05-6 14
4 Cyclohexane. 1-(2.2-dimethvlprop... 220 C16H28 061141-98-8 14
5 N-Acrylonitryl-2,2,6,6-tetrameth... 190 C12H18N2 1000283-37-6 12
Abundance Scan 1361 (17.143 mm) BF089479.D (-1358) (-) m/z 95.10 100.00%
7
55
5000 4l
16,80 17.00 17.20 17.40
0! m/z 67.05 96.93%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53186: 1,5-Cycloundecadiene, 9-(1-methylethylidene)-
41 93
67 121
79 107
5000 55 L A UL B B B
o7 mmﬂmﬂmﬂm
134 147 175 190 m/z 81.10 96.60%
L b e ]
o 1 1 el N A
m/z--> 20 40 60 80 100 12 o 140 160 180 200
Abundance
67
16,80 17.00 17.20 17.40
5000 41 55 m/z 109.10 91.91%
1
29 93 109
148
o 125 138 166176 193 208
m/z--> 25 Jo éo 85 160 150 150 1éo 1é0 260
Abundance #52828: 1H-Pyrazole-4-carboxaldehyde, 1-(4-fluorophenyl)- R R Bmman
190 16.80 17.00 17.20 17.40
m/z 93.10 83.17%
95
5000
75
107 134
57 122
ob g d g5 | | 17 | 16 W ) S
m/z--> 20 40 60 80 100 120 140 160 180 200 1680 1700 1720 17.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF073116\

Data File : BF089479.D

Aca On - 31 Jul 2016 19:18

Operator : UM/SJ

a?ggle i H4285-05 AB-SLOPE(0-4)M
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 unknownl7.33 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

17.33 3.98 ng 54593 Perylene-di12 14.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4.5-DimethvIl-2-pvrimidone 124 C6H8N20 034939-17-8 35
2 2-Propen-1-ol. 3-(2.6.6-trimethv... 180 C12H200 029460-67-1 32
3 Bicvclol2.2.21octane-1.4-diol. m... 184 C10H1603 054774-94-6 32
4 5-Ethyl-2-furaldehvde 124 C7H802 023074-10-4 27

5 2,6-Pyridinedicarboxylic acid, 3... 409 C20H21CI2NO4 1000369-10-5 27

Abundance Scan 1377 (17.325 min): BF089479.D (-1373) (-) m/z 124.10 100.00%

5000

17.00 17.20 17.40 17.60

(o m/z 43.10 50.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #10334: 4,5-Dimethyl-2-pyrimidone
124
5000 LA L L L L LB LB |
P69 96 17.00 17.20 17.40 17.60
4 m/z 229.20 36.92%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
124
93 IIIIIIIIIIIIIIIIIIIIIII
17.00 17.20 17.40 17.60
5000 m/z 55.10 31.82%
68
41 109
27 147162 180
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48329: Bicyclo[2.2.2]octane-1,4-diol, monoacetate A BEmma B R
43 17.00 17.20 17.40 17.60
m/z 57.10 31.30%
124
5000 96
15 67 166
Pl 00 N O O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.00 17. 20 17. 40 17.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF073116\

Data File : BF089479.D

Aca On - 31 Jul 2016 19:18

Operator : UM/SJ

a?ggle i H4285-05 AB-SLOPE(0-4)M
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 unknownl19.25 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.25 3.78 ng 51820 Perylene-d12 14 .94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracvclol5.4.3.0(7.11)1tetrade... 318 C20H3003 1000196-43-4 12
2 2-Methoxvbenzoic acid. 2-methoxv... 272 C16H1604 1000374-92-5 12
3 Thiocvanic acid. 4-oxotricvclol3... 207 C11H13NOS 056781-88-5 11
4 1.4-Methanophthalazine. 1.4.4a.5... 206 C13H22N2 109746-14-7 10
5 3,5-Dichloro-2-pyridone 163 C5H3CI2NO 005437-33-2 10
Abundance Scan 1545 (19.246 min): BF089479.D (-1540) (-) m/z 105.00 100.00%
79 105121
55 1h7 161 193
5000

281 19.00 19.20 19.40
(o} m/z 121.10 92.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #159870: Tetracyclo[5.4.3.0(7,11)]tetradecan-2-ol-5,10-dio...
163

5000 e
19.00 19.20 19.40
41 121 m/z 91.00 87.15%
69 93 193 249
NI 0PN O A 0 Rl . 1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
91 135
19.00 19.20 19.40
5000 m/z 79.00 82.97%

65

ol1s 39 107 165181197 228 25422
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #66772: Thiocyanic acid, 4-oxotricyclo[3.3.1.1(3,7)]dec-2-...

121 19.00 19.20 19.40
20 m/z 135.10 76.32%
5000 149
‘ 207

on.in”N“mﬂ.”.””.”..m.””.”..”.””.”..”.””.”w”

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 19.00 19.20 19.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF073116\

Data File : BF089479.D

Acg On : 31 Jul 2016 19:18

Operator : UM/SJ

a?ggle i H4285-05 AB-SLOPE(0-4)M
ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716 .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]
2-Pentanone, 4-hy... 4.59 28.7 ng 336694 1 6.49 234276 20.0
unknown6 .26 6.26 115.8 ng 1356430 1 6.49 234276 20.0
unknown8.91 8.91 2.1 ng 33196 3 9.52 308775 20.0
Nonadecane 10.44 3.6 ng 41415 4 10.99 230004 20.0
n-Hexadecanoic acid 11.55 5.1 ng 58407 4 10.99 230004 20.0
3-Eicosene, (E)- 13.49 7.9 ng 101598 5 13.61 257168 20.0
Nonadecyl pentafl... 14.11 5.8 ng 73976 5 13.61 257168 20.0
Pentacosane 14 .69 5.3 ng 73227 6 14.94 274270 20.0
Hexacosane 15.33 3.1 ng 43180 6 14.94 274270 20.0
unknown15.37 15.37 2.1 ng 29300 6 14.94 274270 20.0
unknownl16 .54 16.54 5.8 ng 79739 6 14.94 274270 20.0
unknownl7.14 17.14 3.0 ng 41253 6 14.94 274270 20.0
unknownl17 .33 17.33 4.0 ng 54593 6 14.94 274270 20.0
unknown19 .25 19.25 3.8 ng 51820 6 14.94 274270 20.0
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