LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\

Data File : BF087020.D

Aca On : 14 May 2016 15:14 Instrument :

Operator : UM/SJ E?Afs el
- _ lentosampleld :

3?22Ie : H2990-05 S i

ALS Vial : 44 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-BF050916.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 1.735 12 13 38 rvB 2757360 4959325 100.00% 12.378%
2 4.741 273 276 284 rBV 240231 401607 8.10% 1.002%
3 5.199 314 316 336 rBY 2068354 2307978 46.54% 5.760%
4 5.610 349 352 358 rVB 45856 71938 1.45% 0.180%
5 6.273 408 410 417 rBV 1304617 1617410 32.61% 4_.037%
6 6.387 417 420 422 rBVY 3076629 3727287 75.16% 9.303%
7 6.605 437 439 445 rVB 693219 890634 17.96% 2.223%
8 6.765 451 453 456 rBV 3182302 2932704 59.14% 7.320%
9 7.187 487 490 492 rBV 2982930 2997264 60.44% 7.481%
10 7.896 550 552 555 rBVY 1182468 1144635 23.08% 2.857%
11 8.982 644 647 649 rBY 4708610 4865604 98.11% 12.144%
12 9.382 680 682 684 rBV 94630 94637 1.91% 0.236%
13 9.645 702 705 708 rBVY 1382719 1292441 26.06% 3.226%
14 9.816 717 720 722 rBvV4 26819 52440 1.06% 0.131%
15 9.919 725 729 732 rBV5 16105 52249 1.05% 0.130%

16 10.091 740 744 746 rVB2 97275 126034 2.54% 0.315%
17 10.331 761 765 767 rBvV2 31040 72257 1.46% 0.180%
18 10.388 768 770 772 rBV 303587 317487 6.40% 0.792%
19 10.433 772 774 777 rBV 2547668 2835736 57.18% 7.078%
20 10.559 783 785 789 rVB 113943 138738 2.80% 0.346%

21 11.005 822 824 826 rBV 85593 78979 1.59% 0.197%
22 11.119 832 834 837 rBV 1141391 1162729 23.45% 2.902%
23 11.679 881 883 887 rBv2 104161 195786 3.95% 0.489%
24 12.457 949 951 957 rBV 96101 135216 2.73% 0.337%
25 12.548 957 959 961 rBvV2 296252 359408 7.25% 0.897%

26 12.617 964 965 970 rVB 79496 78559 1.58% 0.196%
27 12.708 970 973 976 rBV 3573480 3718698 74.98% 9.281%
28 13.245 1018 1020 1022 rBV 269998 237050 4.78% 0.592%
29 13.291 1022 1024 1025 rBV 65941 62580 1.26% 0.156%
30 13.611 1050 1052 1055 rBV 73560 102639 2.07% 0.256%

31 13.748 1062 1064 1067 rBV 980188 946130 19.08% 2.361%

32 13.931 1078 1080 1083 rVB 76008 74164 1.50% 0.185%
33 14.240 1105 1107 1110 rBV2 62301 78843 1.59% 0.197%
34 14.525 1130 1132 1135 rBV 56254 68212 1.38% 0.170%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF087020.D

Aca On : 14 May 2016 15:14

Operator : UM/SJ

Sample = H2990-05

Misc :

ALS Vial : 44 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-BF050916.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 14.605 1137 1139 1142 rVB2 45115 58393 1.18% 0.146%
36 14.822 1156 1158 1166 rVB 69709 90021 1.82% 0.225%

37 14.971 1168 1171 1174 rBV 76992 101866 2.05% 0.254%
38 15.108 1180 1183 1185 rBV 621179 722828 14.58% 1.804%
39 15.383 1204 1207 1212 rVB 90278 158769 3.20% 0.396%
40 15.874 1246 1250 1252 rBVY 72463 139672 2.82% 0.349%

41 15.920 1252 1254 1264 rVB3 25347 67380 1.36% 0.168%

42 16.445 1295 1300 1309 rvVvB2 45523 149217 3.01% 0.372%

43 16.937 1341 1343 1352 rVB5 25372 85277 1.72% 0.213%

44 17.154 1358 1362 1371 rVB 31126 101222 2.04% 0.253%

45 18.011 1432 1437 1445 rVB2 26671 99403 2.00% 0.248%

46 19.074 1525 1530 1537 rVvB4 21254 95141 1.92% 0.237%
Sum of corrected areas: 40066587
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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:\HPCHEMI\BNA F\DATA\BF051316\
BF087020.D

14 May 2016 15:14

UmM/sJ

H2990-05

44 Sample Multiplier: 1

: Z:\HPCHEM1I\BNA F\METHODS\8270-BF050916.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000

1.74

2000000

1000000

A

TIC: BF087020.D

6.76
6.39 719

5.20

4.74

5.61

Ot——
Time-->

4.00

T
2.00

2.50

3.00

3.50

5.50

I I
4.50 5.00

Abundance

4000000

3000000

2000000

1000000

8|98

9.64

7.90

TIC: BF087020.D

12.71

10.43

11.12

13.25

11.68 1212'55;{
Lo 4 X

11.0

Of==r—r
Time-->

10.00

o
8.00

8.50

I
9.00 9.50

12.00 12.50 13.00

10.50 11.00 11.50

Abundance

4000000
3000000
2000000

1000000

]

13.75

15.11

13.93 14.24 1419%114.82.97

1538 158

TIC: BF087020.D

16.45 16.9417.15 18.01 19.07

OF——
Time-->

15.50 16.00

14.00 14.50 15.00

18.00

17.00 17.50

16.50 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF087020.D

Aca On : 14 May 2016 15:14

Operator : UM/SJ

Sample = H2990-05

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050916.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.74 9.02 ng 401607 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Diacetamide 101 C4H7NO2 000625-77-4 9
5 Butane 58 C4H10 000106-97-8 9

Abundance Scan 276 (4.741 min): BF087020.D (-273) (-) m/z 43.05 100.00%
43.0
5000 59.1 /k
| o o | |4 4k 4k sbo
| NN | N AN S MMM MMM MMM MMM L LS m/z 59.10 46.65%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
59.0 4.40 4.60 4.80 5.00
0
150 1010 m/z 101.10 12.82%
0 wl ol . 83.0 \‘
LI SULELL ILRLLL SULELIL SURLIL DAL LA B B L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
440 460 480 500
5000 m/z 58.05 12.76%
15.0 72.0 100.0
O I T e e o O e o
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #3955: 2,3-Butanedione, monooxime e AR RERES
43.0 4.40 4.60 4.80 5.00
m/z 41.05 8.83%
5000
101.0
o180 | 600 840
miz--> 20 40 60 80 100 120 140 160 180 200 440 460 480 500
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF087020.D

Aca On : 14 May 2016 15:14

Operator : UM/SJ

Sample = H2990-05

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050916.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 3 unknown6.39 Concentration Rank 2

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

6.39 83.70 ng 3727290 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
3 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 9
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 420 (6.387 min): BF087020.D (-417) (-) m/z 132.10 100.00%
13p.1
5000 68.1
401 540 ‘ %.1 6.00 6.20 6.40 6.60 6.80
o..,....,....l!'.'..:,!!..,-.ln'..7.8.,1....,..!.,].1?‘?.?....,....,-'...,.. m/z 68.10 42.07%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132.0
5000 AR RS RN AR R
6.00 6.20 6.40 6.60 6.80
33.0 44.0 0.0 105.0 m/z 134.10 33.76%
0 6(\)9 ‘ 300 ‘\ 115.0 |
2> 30 3 S B T g6 % 1 11 1% 1% 140
Abundance
132.0
6.00 6.20 6.40 6.60 6.80
5000 m/z 66.05 29.63%
92.0
o270 30 510 20 270 105.0 ;.- 4
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13917: Benzene, 1,2,4-trifluoro-
132.0 6.00 6.20 6.40 6.60 6.80
m/z 69.10 17.84%
5000 63.0 610
31.0 101.0 112.0
0 ..,....,h...,...?? P.J.ﬂl.:i,..ﬂ.il .21 TR [
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF087020.D

Aca On : 14 May 2016 15:14

Operator : UM/SJ

Sample = H2990-05

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050916.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 5 1-Naphthalenecarboxylic aci... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.39 5.46 ng 317487 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Naphthalenecarboxvlic acid. 5.... 176 C11H1202 004242-18-6 59
2 3-Pentenoic acid. 4-phenvl- 176 C11H1202 053774-19-9 49
3 Benzene. 1.3-bis(1l-buten-3-vI-)- 186 C14H18 158117-62-5 38
4 2-Propenoic acid. 3-phenvl-. eth... 176 C11H1202 000103-36-6 35
5 2-Propenoic acid, 3-phenyl-, eth... 176 C11H1202 004192-77-2 35

Abundance Scan 770 (10.388 min): BFO87020 D (-768) (-) m/z 131.05 100.00%

5000

176.1
158.1

10.00 10.20 10.40 10.60 10.80

o NSRRI TS = m/z 176.10  50.06%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #39811: 1-Naphthalenecarboxylic acid, 5,6,7,8-tetrahydro-
131.0
5000 91.0 BN B e e e
51.0 115.0 10.00 10.20 10.40 10.60 10.80
270 .0 m/z 115.10 44 _.58%
\

o

: ‘“. M “\\\ \H\ \H\“\ L A e
m/z--> O 80 100 120 140 160 180
Abundance
131.0

10. 00 10 20 10 40 10. 60 10.80

5000 91.0 176.0 m/z 158.10 30.87%
115.0
51.0 77.0 158.0
L S L L UL B L B SR BUR L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #46932: Benzene, 1,3-bis(1-buten-3-yl-)- T AR
55.0 131.0 10. 00 10 20 10 40 10. 60 10 80

m/z 91.10 29.67%

5000
91.0 115.0
29.0 ‘ ‘ 186.0
77.0 171.0
H ‘ AP \‘ I “ \‘ \‘ 157.0 ‘ ‘

o.,....p.u.,:..m,”..,....,”..,....,.”.,...., M

m/z--> 20 60 80 100 120 140 160 180 10. 00 10 20 10 40 10. 60 10 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF087020.D

Aca On : 14 May 2016 15:14

Operator : UM/SJ

Sample = H2990-05

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050916.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 6 Tridecane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

10.56 2.39 ng 138738 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 91
2 Hexadecane 226 C16H34 000544-76-3 87
3 Eicosane. 10-methvyl- 296 C21H44 054833-23-7 86
4 Decane. 6-ethvl-2-methvl- 184 C13H28 062108-21-8 86
5 Tridecane, 6-methyl- 198 C14H30 013287-21-3 78

Abundance Scan 785 (10.559 min): BF087020.D (-783) (-) m/z 57.10 100.00%

51.1
5000

10.20 10.40 10.60 10.80

112.2 155.1 184.2

| S!S N Y Y P i —— m/z 43.10 83.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #45544; Tridecane
57.0
5000 LA L L L L L LB L L B
85.0 10.20 10.40 10.60 10.80
29.0 m/z 71.10 48 .56%
0 | \\ ‘\ \‘ i \1130 1410 1840
T P P e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
T T
10.20 10.40 10.60 10.80
5000 m/z 41.10 40.47%
85.0
29.0

113.0 141.0 169.0 197.0 226.0

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

Abundance #115575: Eicosane, 10-methyl- R e EEaE L

57.0 10.20 10.40 10.60 10.80
m/z 85.10 31.59%

5000 85.0
113.0  154.0
o ‘ Lo T ,,183.0 211.0 239.0  281.0

rrrprrretee e e e e e e e G M st Al

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10,20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF087020.D

Aca On : 14 May 2016 15:14

Operator : UM/SJ

Sample = H2990-05

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050916.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 7 n-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.68 3.37 ng 195786 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Undecanoic acid 186 C11H2202 000112-37-8 83
3 Tetradecanoic acid 228 C14H2802 000544-63-8 70
4 n-Decanoic acid 172 C10H2002 000334-48-5 64
5 Pentadecanoic acid 242 C15H3002 001002-84-2 58
Abundance Scan 883 (11.679 min): BF087020.D (-881) (-) m/z 43.10 100.00%
i T \/w/\\/\jL//\(wv
5000 .
213.2 T T
1571 1852 256.2 1140 11.60 11.80 12.00
(o} m/z 41.10 92 .52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43.0
73.0
5000 L L B UL BULLE
nmnmnmnm
ngo 256.0 m/z 60.00 88.71%
o Ll H I 97\”0 " 152,0171.0 2130 o370
m/z--> 25 Jo éo 80 100 150 140 160 180 200 220 240 260
Abundance
41,0 800 A )
11!40 11!60 11fso 12)00
5000 m/z 73.05 85.17%
870 129.0
16.0 157.0 186.0
o e e e e e
m/z--> 25 Jo éo 85 160 150 150 160 180 200 220 250 2éo
Abundance #75070: Tetradecanoic acid BRI R,
43.0 | 73.0 11.40 11.60 11.80 12.00
m/z 55.10 80.90%
5000 129.0 ﬂwﬁ¢va&VAjAwﬂ\\\f“uwv_ﬁJkﬂ
185.0
97.0
) 180 LJM, 1570 228.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 ' ii id ii éo'ii éo'ié dd'
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF087020.D

Aca On : 14 May 2016 15:14

Operator : UM/SJ

Sample = H2990-05

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050916.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 8 Pentadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.46 2.86 ng 135216 Chrysene-di12 13.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 64
2 n-Decanoic acid 172 C10H2002 000334-48-5 64
3 Tetradecanoic acid 228 C14H2802 000544-63-8 62
4 Undecanoic acid 186 C11H2202 000112-37-8 50
5 Dodecanoic acid 200 C12H2402 000143-07-7 49

Abundance Scan 951 (12.457 min): BF087020.D (-949) (-) m/z 43.10 100.00%

43.1
73.0
5000

12.20 12.40 12.60 12.80
m/z 41.10 76.12%

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid
43.0 73.0
5000 129.0 LI L L B B B
12 20 12. 40 12 60 12. 80
m/z 57.10 75.30%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
60.0
R BB EERERE EE ST
12.20 12.40 12.60 12.80
5000 129.0 m/z 73.00 69.31%
29.0 87.0
172.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75071: Tetradecanoic acid ST
73.0 12.20 12.40 12.60 12.80
43.0 m/z 55.10 68.34%
5000 129.0
185.0 228.0
97.0
R 157.0
ok ,J“.“. [ e T e R R o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12 20 12. 40 12 60 12. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF087020.D

Aca On : 14 May 2016 15:14

Operator : UM/SJ

Sample = H2990-05

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050916.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 9 Hexadecanoic acid, butyl ester Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.55 7.60 ng 359408 Chrysene-di12 13.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 98
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 96
3 Hexadecanoic acid. 2-methvlpropyv... 312 C20H4002 000110-34-9 50
4 Cvclopentanecarboxvlic acid. 2-a... 129 C6H11NO2 037910-65-9 38
5 Cyclobutane, 1,1-dimethyl-2-octyl- 196 C14H28 062338-30-1 27

Abundance Scan 959 (12.548 min): BF087020.D (-957) (-) m/z 56.10 100.00%
56.1
5000
257.3
129.1
83.1 157 2 185.2 213.2 3123 12.20 12.40 12.60 12.80
Obrr vl - m/z 57.10 58.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124073: Hexadecanoic acid, buty| ester
56.0
5000 BB BERAARRR
nmnmnmnm
29.0 m/z 43.10 48 .67%
83 0 129.0 257.0
0 \‘ 1l h H \M Wl ‘ 1570 1850 2130 ‘ \‘ 2830 3120
m/z--> 25 45 60 80 160 150 140 160 180 200 220 240 260 280 360
Abundance
56.0
12:20 12,40 12.60 12.80
5000 m/z 41.10 45 .03%
29.0
0 83.0 129.0 157.0 185.0 213.0 257'0281.0 312.0
R R R A R A R KR LA AR LR LA RAAAN LA EARRN RARRN N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124097: Hexadecanoic acid, 2-methylpropy! ester e REREE
57.0 12.20 12.40 12.60 12.80
m/z 55.10 37.30%
o W/\/\[\/J\M\
239.0
29.0
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 25';0 3(')0 T 12 20 12. 40 12 60 12|80 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF087020.D

Aca On : 14 May 2016 15:14

Operator : UM/SJ

Sample = H2990-05

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050916.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 10 Octadecanoic acid, butyl ester Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.25 5.01 ng 237050 Chrysene-di12 13.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 91
2 n-Butvl mvristate 284 C18H3602 000110-36-1 80
3 4-Aminocvclohexanol acetate (ester) 157 C8H15N02 1000130-62-8 38
4 Cvclobutanone. 3.3-dimethvl- 98 C6H100 001192-33-2 38
5 2,4-Dimethyl-1-hexene 112 C8H16 016746-87-5 38

Abundance Scan 1020 (13.245 min): BF087020.D (-1018) (-) m/z 56.10 100.00%
56.1 ﬁ
5000
31 1291 285.4
185.2 2413 13.00 13.20 13.40 13.60
0 157.2 215.1 m/z 57.05 61.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #137336: Octadecanoic acid, butyl ester
56.0
5000 RN BN DU BN B
290 13. oo 13 20 13. 40 13. 60
. 0
gso 1290 1850 2850 m/z 43.10 53.54%
b ekl 15701850 2130 2410 | | 311.0 3400
miz--> 20 45 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
56.0
"' 13.00 13.20 13.40 13.60
0
5000 29,0 m/z 41.10 46.31%
129.0
185.0 284.0
0 83.0 157.0 255.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #28055: 4-Aminocyclohexanol acetate (ester) AN BEa TS e L
56.0 13.00 13.20 13.40 13.60
m/z 55.10 35.65%
5000

%

‘ 97.0 1310157.0

L — N —

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13. 00 13 20 13. 40 13. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF087020.D

Aca On : 14 May 2016 15:14

Operator : UM/SJ

Sample = H2990-05

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050916.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 Oxirane, [(dodecyloxy)methyl]- Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
13.61 2.17 ng 102639 Chrysene-di12 13.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. [(dodecvloxv)methvl1- 242 C15H3002 002461-18-9 72
2 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 64
3 Ethanol. 2-(hexadecvloxv)- 286 C18H3802 002136-71-2 64
4 Heptafluorobutvric acid. n-penta... 424 C19H31F702 1000216-79-3 64
5 17-Pentatriacontene 491 C35H70 006971-40-0 58
Abundance Scan 1052 (13.611 min): BF087020.D (-1050) (-) m/z 57.10 100.00%
51.1
13:20 13.40 13.60 13.80 14.00
Ol el m/z 43.10 87.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83705: Oxirane, [(dodecyloxy)methyl]-
57.0
5000 LR I BRI BN
13.20 13.40 13.60 13.80 14.00
29.0 111.0 m/z 55.10 54 _11%

140.0 166.0 197.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0
R S R R
13.20 13.40 13.60 13.80 14.00
5000 69.0 m/z 41.10 45 .64%

97.0

o 1250 1550  196.0 224.0

mwmwmwwmmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #110007: Ethanol, 2-(hexadecyloxy)- B B e
.0 13.20 13.40 13.60 13.80 14.00
m/z 71.10 44 _25%

?

5000

31.0 111.0

:

141.0 169.0 196.0 224.0 255.0 51 o

T T I T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.20 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF087020.D

Aca On : 14 May 2016 15:14

Operator : UM/SJ

Sample = H2990-05

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050916.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 12 Nonadecane, 9-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14 .82 2.49 ng 90021 Perylene-d12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 93
2 Octacosane 394 C28H58 000630-02-4 90
3 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 87
4 Hexadecane 226 C16H34 000544-76-3 86
5 Heptacosane 380 C27H56 000593-49-7 86
Abundance Scan 1158 (14.822 min): BF087020.D (-1156) (-) m/z 57.10 100.00%
51.1
5000
%01 1460 14.80 15.00 15.20
141.1 183.1 265.1 : : : :
0|,I Lo g, 340y 18312102 2601 | Tw/z 43.10  68.29%
m/z--> 50 100 150 200 250 300 350
Abundance #107661: Nonadecane, 9-methyl-
7.0
5000 L SR SRS BN B
14,60 14.80 15.00 15.20
99.0 140.0 m/z 71.10 51.23%
.0
oL— \I‘ - “U\ .‘h‘.““l .‘“.“. l\ I .M. ; .2|1.1'.0. . |2|67|()| T
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
1460 14.80 15.00 15.20
5000 m/z 85.05 34 .53%
99.0
27.0 1410 183.0 225.0 281.0  337.0 394.0
m/z--> 50 100 150 200 250 300 350
Abundance #122578: Tridecane, 1-iodo- R B RO
57.0 14.60 14.80 15.00 15.20
m/z 55.10 21.88%
5000
28.0
99.0 183.0
oL ,M.L.J, oS R 1o} B S —
m/z--> 50 100 150 200 250 300 350 14,60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF087020.D

Aca On : 14 May 2016 15:14

Operator : UM/SJ

Sample = H2990-05

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050916.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 13 unknownl14.97 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

14.97 2.82ng 101866  Perylene-diz 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

11.1.1.5.7.7.7-Heptamethvl-3.3-bi... 444 C13H4005Si16 038147-00-1 38
2 3-1sopropoxv-1.1.1.7.7.7-hexamet... 576 C18H5207Si7 071579-69-6 37
3 3.6-Dioxa-2.4.5.7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 32
4 N
5M

=

-Benzvl-N-ethvl-p-isopropvlbenz. .. 281 C19H23NO 015089-22-2 25
ercaptoacetic acid, bis(trimeth... 236 C8H2002SSi2 006398-62-5 25

Abundance Scan 1171 (14.971 min): BF087020.D (-1168) (-) m/z 73.10 100.00%
741
1471 2211
5000
281.1  355.1
.
l 42?-2 14.60 14.80 15.00 15.20
) SOV PEPISPRIOYS! KRN 1 SN U5 T PR Y VI EE— m/z 147.05 69.06%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #163622: 1,1,1,5,7,7,7-Heptamethyl-3,3-bis(trimethylsiloxy....
73.0
147.0
5000 267.0 L L B B
2070 355.0 4290 14.60 14.80 15.00 15.20
/- m/z 221.10 68.85%
m/z--> 50 100 150 200 250 300 350 400 450 500 580
Abundance
73.0
e s e
14.60 14.80 15.00 15.20
5000 m/z 355.10 28.87%
147.0
221.0 281.0
. 327.0 415.0 519.0561.0
o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #113835: 3,6-Dioxa-2,4,5,7-tetrasilaoctane, 2,2,4,4,5,5,7, ...
147.0  221.0 14.60 14.80 15.00 15.20
m/z 281.10 28.26%
73.0
5000
279.0
0l28.0
A T T [T T T[T e e .
m/z--> 50 100 150 200 250 300 350 400 450 500 550 1460 1480 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF087020.D

Aca On : 14 May 2016 15:14

Operator : UM/SJ

Sample = H2990-05

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050916.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 14 unknownl5.38 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

15.38  4.39ng 158769  Perylene-diz 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 3-Isopropoxv-1.1.1.7.7.7-hexamet... 576 C1l8H5207Si7 071579-69-6 37
2 3.6-Dioxa-2.4.5.7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 32
3 N-Benzvl-N-ethvl-p-isopropvlbenz... 281 C19H23NO 015089-22-2 25
4 1.1.1.5.7.7.7-Heptamethvl-3.3-bi... 444 C13H4005Si6 038147-00-1 25
5 2-(2",47,4",67,6",8",8"-Heptamet... 652 C16H48010Si9 145344-72-5 17
Abundance Scan 1207 (15.383 min): BF087020.D (-1204) (-) 73.05 100.00%
73.0
147.1 221.1
5000
281.1 355.2
l 429.1 15.00 15.20 15.40 15.60 15.80
0 ”.|”..“..w..n,.”.,d..“.ﬂh..”'.”.|”..“..w.. m/z 147.10 69.78%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #171908: 3-Isopropoxy-1,1,1,7,7,7-hexamethyl-3,5,5-tris(tr...
73.0
5000 OB AR AR R
147.0 15. OO 15 20 15. 40 15 60 15. 80
m/z 221.10 65.62%
221.0 281.0
ol L] \ | %270 4150 519.0561.0
m/z--> 5|0 1(I)O 15|O 200 250 300 3é0 4(I)O 4é0 5(I)O 55|O
Abundance
147.0 221.0
730 15.00 15.20 15.40 15.60 15.80
5000 m/z 281.10 31.06%
279.0
0 28.0
m/z--> 5|0 1(I)O 15|O 200 250 300 3é0 400 4%0 5(I)O 55|O
Abundance #106888: N-Benzyl-N-ethyl-p-isopropylbenzamide A EREEEEEE s
147.0 15.00 15.20 15.40 15.60 15.80
m/z 355.20 27 .96%
5000 281.0
91.0
ol 410 L\] 190.0 p3g
mz-> 50 100 180 200 2% 300 350 400 4% 8% 5% 15.00 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF087020.D

Aca On : 14 May 2016 15:14

Operator : UM/SJ

Sample = H2990-05

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050916.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 15 unknownl5.87 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

15.87 3.8 ng 139672 Perylene-diz 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Cvclononasiloxane. octadecamethvl- 666 C18H5409Si9 000556-71-8 47
2 1.1.1.5.7.7.7-Heptamethvl-3.3-bi... 444 C13H4005Si6 038147-00-1 42
3 3.6-Dioxa-2.4.5.7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 38
4 3-lIsopropoxv-1.1.1.7.7.7-hexamet... 576 C18H5207Si7 071579-69-6 32

5 N-Benzyl-N-ethyl-p-isopropylbenz... 281 C19H23NO 015089-22-2 30
Abundance Scan 1250 (15.874 min): BF087020.D (-1246) (-) m/z 73.10 100.00%
1471 2211
5000 281.1 355.1
429.2 e E B REaEE n
1), ] s0s2 15.60 15.80 16.00 16.20
L L e I I L e B R m/z 221.10 84.02%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #173701: Cyclononasiloxane, octadecamethyl-
73.0 147.0 221.0 429.0
5000 281.0 . R LAEEN R E
15. 60 15. 80 16. OO 16. 20
m/z 147.10 79.74%
‘ L] o 651.0
3 SRR NN SN I8 NS RN N D N NN
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
73.0
T
147.0 15.60 15.80 16.00 16.20
5000 267.0 m/z 281.10 40.32%
355.0 429.0
207.0
e A N MM
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #113835: 3,6-Dioxa-2,4,5,7-tetrasilaoctane, 2,2,4,4,5,5,7,... N N RN R S R
147.0 221.0 15.60 15.80 16.00 16.20
m/z 355.15 40.23%
73.0
5000
279.0
L MMM
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 15.60 15.80 16.00 16.20

8270-BF050916.M Mon May 16 19:18:42 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF087020.D

Aca On : 14 May 2016 15:14

Operator : UM/SJ

Sample = H2990-05

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050916.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 16 unknownl6.45 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

16.45  4.13ng 149217  Perylene-diz 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 3.6-Dioxa-2.4.5.7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 47
2 Mercaptoacetic acid. bis(trimeth... 236 C8H2002SSi2 006398-62-5 37
3 Trisiloxane. 1.1.1.5.5.5-hexamet... 384 C12H3604Si5 003555-47-3 35
4 Pentasiloxane. dodecamethvl- 384 C12H3604Si5 000141-63-9 35
5 3-lIsopropoxy-1,1,1,7,7,7-hexamet... 576 C18H5207Si7 071579-69-6 32

Abundance Scan 1300 (16.445 min): BF087020.D (-1295) (-) m/z 73.00 100.00%
73.0 1471 221.1
5000 281.1
355.1
T T
1001 I\ 429.2 16.20 16.40 16.60 16.80
0] ,.”.HE.HH,.?HJ,U..#HE ..“m..h..H.,... m/z 221.10 88.53%
m/z--> 0 50 100 150 200 250 300 350 4
Abundance #113835: 3,6-Dioxa-2,4,5, 7-tetrasilaoctane, 2,2,4,4,5,5,7,...
147.0 221.0
73.0
5000 TTTT LA L L L L L L L
16 20 16. 40 16. 60 16. 80
m/z 147.10 80.94%
279.0
0 28'0‘ L 113'0\“ | 18\\r0\ ‘\
L o e T o e 0 LN e s o o o
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
73.0
147.0 IIIIIIIIIIIIIIIIIIIIIII
16.20 16.40 16.60 16.80
5000 m/z 281.10 42 .10%
221.0
0 29.0 112.0
L e o o B e o o o o o B O BRI e e e e
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #152263: Trisiloxane, 1,1,1,5,5,5-hexamethyl-3,3-bis[(trim... AN maa T e
73.0 147.0 16.20 16.40 16.60 16.80
m/z 355.10 31.85%
281.0
5000
369.0
207.0
o 270, | 108.0 | 2440,
L e e A o e o e L L B o o o o o
m/z--> 0 50 100 150 200 250 300 350 400 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF087020.D

Aca On : 14 May 2016 15:14

Operator : UM/SJ

Sample = H2990-05

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050916.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 17 unknownl6.94 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
16.94 2.36 ng 85277 Perylene-di12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ambreinolide 264 C17H2802 007663-46-9 27
2 4a.7.7.10a-Tetramethvl-dodecahvd... 264 C17H2802 1000192-27-9 16
3 4-Bromo-2-fluoroaniline 189 C6H5BrFN 000367-24-8 14
4 2-Fluoro-4-(trifluoromethvlbenz... 192 C8H4F40 089763-93-9 10
5 Anthracene, 9-cyclohexyltetradec... 274 C20H34 055255-70-4 10
Abundance Scan 1343 (16.937 min): BF087020.D (-1341) (-) m/z 189.10 100.00%
189.1
55.1
95.1
5000 123.0
2811 355.1
‘ I 491 u || ‘ 16.60 16.80 17.00 17.20
oLl SETERN  E— R m/z 55.10 80.35%
m/z--> 50 100 150 200 250 300 350
Abundance #96885: Ambreinolide
43.0 192.0
5000 L SR DR B
69.0 95.0 240.0 1660 16.80 17.00 17.20
137.0 ' m/z 68.10 69.31%
L e | 200 |
ob—— I‘nl ‘l “:‘ M“l‘l‘ M:“H ‘i“ I\‘nlw‘wl A Iml l —— I\I —
m/z--> 50 100 150 200 250 300 350
Abundance
137.0 192.0
81.0
43.0 109.0 16.60 16.80 17.00 17.20
5000 ' 249.0 m/z 69.10 69.06%
O L o L e
m/z--> 55 160 1%0 260 2%0 300 3%0
Abundance #48750: 4-Bromo-2-fluoroaniline R B
189.0 16.60 16.80 17.00 17.20
m/z 191.05 66.36%
5000
8291100 WI\“MVW
55.
0?8:0;“?""1"'16}'?' T — R EAREERmma
m/z--> 50 100 150 200 250 300 350 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF087020.D

Aca On : 14 May 2016 15:14

Operator : UM/SJ

Sample = H2990-05

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050916.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 18 Piperidine, 1-(6-trifluorom... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.15 2.80 ng 101222 Perylene-di12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Piperidine. 1-(5-trifluoromethvl... 295 C15H16F3N3 1000268-74-7 53
2 3.6-Dioxa-2.4.5.7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 32
3 N-Benzvl-N-ethvl-p-isopropvlbenz. .. 281 C19H23NO 015089-22-2 22
4 Trisiloxane. octamethvl- 236 C8H2402Si3 000107-51-7 14
5 Trisiloxane, 1,1,1,5,5,5-hexamet... 384 C12H3604Si5 003555-47-3 10
Abundance Scan 1362 (17.154 min): BF087020.D (-1358) (-) m/z 221.10 100.00%
73.1 147.1 221.1
5000 2811 355.1
429.2 NI AR SR SRR
40.0 179.1 \ 16.80 17.00 17.20 17.40
I VNN . -SSVI SEPURAPAN W NN T A | I+ 1 w7z 73.10  98.14%
m/z--> 50 100 150 200 250 300 350 400
Abundance #114656: Piperidine, 1-(5-trifluoromethyl-2-pyridyl)-4-(1H
107.0 147.0
295.0
5000 228.0 B e e N EEame
55.0 87. 16.80 17.00 17.20 17.40
m/z 147.10 92 .79%
04
m/z--> 50 100 150 200 250 300 350 400
Abundance
147.0 221.0
73.0 16.80 17.00 17.20 17.40
5000 m/z 355.15 49 _24%
279.0
0l28.0 115.0 189.0
m/z--> 50 100 15 200 250 300 350 400
Abundance #106888: N-Benzyl-N-ethyl-p-isopropylbenzamide
147.0 16.80 17.00 17.20 17.40
m/z 281.10 41.05%
5000 281.0 Ww
91.0
oL 0 o Lu gl 109 2380
m/z--> 50 100 1&'30 2(')0 250 300 350 400 16.80 17.00 17.20 17.40 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF087020.D

Aca On : 14 May 2016 15:14

Operator : UM/SJ

Sample = H2990-05

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050916.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 19 unknownl1l8.01 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

18.01  2.75ng 99403  Perylene-di2 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 3.6-Dioxa-2.4.5.7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 32
2 Mercaptoacetic acid. bis(trimeth... 236 C8H2002SSi2 006398-62-5 25
3 N-Benzvl-N-ethvl-p-isopropvlbenz... 281 C19H23NO 015089-22-2 22
4 Trisiloxane. 1.1.1.5.5.5-hexamet... 384 C12H3604Si5 003555-47-3 22
5 2,6-Dimethyl-3,4-bis(trimethylsi... 311 C15H29N0O2Si2 1000079-52-1 16

Abundance Scan 1437 (18.011 min): BF087020.D (-1432) (-) m/z 221.10 100.00%
73.1 1471 221.1
5000 281.1 355.1
}‘ 429.2
T T
\ 17.60 17.80 18.00 18.20 18.40
NI E N FRUTT W N - | I 1. "msz 73.10 87.88%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #113835: 3,6-Dioxa-2,4,5,7-tetrasilaoctane, 2,2,4,4,5,5,7,...
147.0 221.0
73.0
5000 | LRI LI L L L L L
17.60 17.80 18.00 18.20 18.40
m/z 147.10 85.07%
279.0
0 28'0‘ L 113'0\“ | 18\\r0\ L
A e e T I e e T o o B B e B o ELARAR A
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
73.0
147.0 IIIIIIIIIIIIIIIIIIIIII
17.60 17.80 18.00 18.20 18.40
5000 m/z 281.10 42 .40%
“r vy¢Mmva/\Vu\NwAfw
29.0 112.0
T L T B = o LM
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #106888: N-Benzyl-N-ethyl-p-isopropylbenzamide A EREEEEEES A
147.0 17.60 17.80 18.00 18.20 18.40
m/z 355.10 38.94%
5000 281.0
91.0
S T RIS W LA~ 1 N N —
m/z--> 0 50 100 150 200 250 300 350 400 17.60 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF087020.D

Aca On : 14 May 2016 15:14

Operator : UM/SJ

Sample = H2990-05

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050916.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 20 unknownl19.07 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
19.07 2.63ng 95141  Perylene-di2 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Pentasiloxane. dodecamethvl- 384 C12H3604Si5  000141-63-9 12
2 Nickel. bis(N.N.N"-trimethvl-o-p... 356 C18H26N4Ni 1000153-51-1 10

3 Silane. [(1-methvl-1.3-propanedi... 234 C10H2602Si2 056771-47-2 10
4 Trisiloxane. 1.1.1.5.5.5-hexamet... 384 C12H3604Si5 003555-47-3 10

5 N-Benzyl-N-ethyl-p-isopropylbenz... 281 C19H23NO 015089-22-2 10
Abundance Scan 1530 (19.074 min): BF087020.D (-1525) (-) m/z 221.10 100.00%
147.1 221.1
73.0
5000 281.1 355.1
429.2 e
39.0 115.1 | I | 18.80 19.00 19.20 19.40
ob—ppbdb it S oy L L b Tm/z 147.10 0 86.69%
miz--> 50 100 150 200 250 300 350 400
Abundance #152261: Pentasiloxane, dodecamethy!-
73.0 147.0 281.0
5000 LIS L L L L L L L
369.0 18.80 19.00 19.20 19.40
0
w0 m/z 73.00 81.20%
0%7:Q‘,‘..“.. i AU ,k — ﬁwlﬂ. o
miz--> 50 100 150 200 250 300 350 400
Abundance
147.0
e
206.0 18.80 19.00 19.20 19.40
5000 356.0 m/z 281.10 50.58%
a0 70
0 109.0 250.0 324.0
v
miz--> 50 100 150 200 250 300 350 400
Abundance #78203: Silane, [(1-methyl-1,3-propanediyl)bis(oxy)]bis[tr... B R B B
73.0 147.0 18.80 19.00 19.20 19.40
m/z 355.10 43.86%
5000
191.0
o...J,L.I..}l..d.L...l,.?3.3-.0,....,....,....,....
miz--> 50 100 150 200 250 300 350 400 18.80 19.00 19.20 19.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051316\

Data File : BF087020.D

Acqg On : 14 May 2016 15:14 Instrument :
Operator : UM/SJ BNA_F

Sample - H2990-05 ClientSampleld :
Misc : OWL-C7-GW.
ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916.M
Quant Title : 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... 4.74 9.0 ng 401607 1 6.60 890634 20.0
unknown6 .39 6.39 83.7 ng 3727290 1 6.60 890634 20.0
1-Naphthalenecarb... 10.39 5.5 ng 317487 4 11.12 1162730 20.0
Tridecane 10.56 2.4 ng 138738 4 11.12 1162730 20.0
n-Hexadecanoic acid 11.68 3.4 ng 195786 4 11.12 1162730 20.0
Pentadecanoic acid 12.46 2.9 ng 135216 5 13.75 946130 20.0
Hexadecanoic acid... 12.55 7.6 ng 359408 5 13.75 946130 20.0
Octadecanoic acid... 13.25 5.0 ng 237050 5 13.75 946130 20.0
Oxirane, [(dodecy... 13.61 2.2 ng 102639 5 13.75 946130 20.0
Nonadecane, 9-met... 14.82 2.5 ng 90021 6 15.11 722828 20.0
unknown14 .97 14.97 2.8 ng 101866 6 15.11 722828 20.0
unknown15.38 15.38 4.4 ng 158769 6 15.11 722828 20.0
unknown15.87 15.87 3.9 ng 139672 6 15.11 722828 20.0
unknownl16 .45 16.45 4.1 ng 149217 6 15.11 722828 20.0
unknownl16 .94 16.94 2.4 ng 85277 6 15.11 722828 20.0
Piperidine, 1-(5-... 17.15 2.8 ng 101222 6 15.11 722828 20.0
unknown18.01 18.01 2.8 ng 99403 6 15.11 722828 20.0
unknown19.07 19.07 2.6 ng 95141 6 15.11 722828 20.0
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