LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091681.D

Aca On : 16 Dec 2016 19:09

Operator : UM/SJ

Sample = H6099-02

Misc :

ALS Vial : 10 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-BF120916.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 4.956 247 251 260 rVB 1467783 2577012 35.60% 4.044%
2 5.379 285 288 291 rBVY 4392956 5146538 71.09% 8.075%
3 6.419 375 379 382 rBVY 4916943 5823302 80.44% 9.137%
4 6.544 387 390 392 rBVY 5663951 5733051 79.19% 8.996%
5 6.773 407 410 412 rBV 1256719 1105307 15.27% 1.734%
6 6.933 421 424 426 rBV 4145201 4602637 63.58% 7.222%
7 7.333 456 459 461 rBVY 3108542 4464406 61.67% 7 .005%
8 7.379 461 463 466 rVB 747490 703014 9.71% 1.103%
9 8.053 520 522 525 rBVY 1964056 2138355 29.54% 3.355%
10 9.139 614 617 619 rBY 6601391 7239646 100.00% 11.360%

11 9.528 649 651 654 rBvY 599944 569085 7.86% 0.893%
12 9.733 667 669 673 rVB 537162 513054 7.09% 0.805%
13 9.813 673 676 678 rBY 1856809 2073773 28.64% 3.254%
14 10.248 713 714 716 rVB 139044 129149 1.78% 0.203%
15 10.465 730 733 737 rBV 49893 97672 1.35% 0.153%

16 10.602 741 745 747 rBV 4856906 5736459 79.24% 9.001%
17 10.728 753 756 760 rVB 202944 327341 4._.52% 0.514%
18 11.173 793 795 796 rBV 145004 170431 2.35% 0.267%
19 11.288 803 805 808 rvB 2793712 2451941 33.87% 3.847%
20 11.596 829 832 834 rBV 108846 96307 1.33% 0.151%

21 11.836 850 853 857 rvv2 379146 552308 7.63% 0.867%
22 12.499 908 911 912 rBV 63647 81462 1.13% 0.128%
23 12.534 912 914 919 rvv 69808 104904 1.45% 0.165%
24 12.614 919 921 927 rVB 72028 105541 1.46% 0.166%
25 12.716 927 930 933 rBvV2 57593 92959 1.28% 0.146%

26 12.876 941 944 947 rBV 4898730 5038900 69.60% 7.906%
27 13.779 1020 1023 1026 rBV 470629 712088 9.84% 1.117%
28 13.837 1026 1028 1031 rVvVv 59971 129116 1.78% 0.203%
29 13.917 1033 1035 1040 rVB 1500794 1399760 19.33% 2.196%
30 14.339 1069 1072 1075 rBV 107137 182881 2.53% 0.287%

31 14.408 1075 1078 1080 rVB 144727 203017 2.80% 0.319%
32 14.671 1099 1101 1108 rBV2 103070 197196 2.72% 0.309%
33 14.762 1108 1109 1111 rVB 64490 75859 1.05% 0.119%
34 14.922 1121 1123 1128 rBV 43465 85655 1.18% 0.134%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091681.D

Aca On : 16 Dec 2016 19:09

Operator : UM/SJ

Sample = H6099-02

Misc :

ALS Vial : 10 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.014 1128 1131 1136 rBV 297481 399106 5.51% 0.626%

36 15.322 1155 1158 1160 rBV 1149394 1580152 21.83% 2.479%
37 15.551 1175 1178 1182 rVB 61207 90141 1.25% 0.141%
38 15.768 1194 1197 1199 rBV 101724 172196 2.38% 0.270%
39 15.814 1199 1201 1205 rVB 66868 122825 1.70% 0.193%
40 16.134 1226 1229 1233 rVB4 50994 92693 1.28% 0.145%

41 16.488 1257 1260 1268 rBV3 74310 183517 2.53% 0.288%
42 16.763 1281 1284 1287 rBV2 36922 79231 1.09% 0.124%
43 17.197 1319 1322 1328 rBV5 53434 137837 1.90% 0.216%
44 18.134 1401 1404 1412 rVB5 33629 101819 1.41% 0.160%
45 19.071 1479 1486 1494 rBVS 21128 111596 1.54% 0.175%

Sum of corrected areas: 63731239

8270-BF120916.M Tue Dec 20 04:38:19 2016 Page: 2



Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library :

TIC Integ

LSC Report - Integrated Chromatogram

> Z:\HPCHEM1\BNA F\DATA\BF121616\
: BF091681.D

: 16 Dec 2016 19:09

: UM/SJ

: H6099-02

- 10 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L
ration Parameters: LSCINT.P

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF091681.D

5.38

4.96

6.54

6.42

6.93

7.33

6.77

0
Time-->

5.00

5.50

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BF091681.D

10.60

11.29

8.05 0.81

111

10.73
10,251 4 1

126833, 72

12.88

Time--> 8

8.50

10.00 10.50 11.00

I
.00 9.50 11.50

12.00

12.50

13.00 13.50

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

0

.78

TIC: BF091681.D

13.92
15.32

15.01
14}.3411 14107764.92 15.55195/81 16.13 16.49 16.76 17.20

18.13

19.07

Time-->

14.00 14.50

15.00 15.50 16.00 16.50 17.00

17.50

18.00

18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091681.D

Aca On : 16 Dec 2016 19:09

Operator : UM/SJ

Sample = H6099-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.96 46.63 ng 2577010 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 251 (4.956 min): BF091681.D (-247) (-) m/z 43.05 100.00%
43
59
5000
T b0 ok 5b0 5%
sl S8l 69 78 | "m/z 59.10  60.59%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L I R R
59 460 480 500 520
m/z 101.10 21.41%
15 31 101
| 25 7] 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 460 480 500 520
5000 m/z 58.10 14 _.75%
29 101
15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3950: 2,3-Butanedione, monooxime B s e
43 4.60 4.80 5.00 5.20
m/z 41.10 9.51%
5000
101
15 58
\ 28 37/l s1 7 69 84
miz--> 10 20 30 40 50 60 70 8 90 100 110 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091681.D

Aca On : 16 Dec 2016 19:09

Operator : UM/SJ

Sample = H6099-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 unknown6.54 Concentration Rank 1

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

6.54 103.74 ng 5733050 1,4-Dichlorobenzene-d4 6.77
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 16
3 Xenon 132 Xe 007440-63-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 390 (6.544 min): BF091681.D (-387) (-) m/z 132.00 100.00%
132
5000 68
6 TTTTTTT T T T T T T T T T T
40 54 g ‘ 75 104 ‘ 6.20 6.40 6.60 6.80
S A :!.-.|,....,..5.‘?,....,....,.1.1?.,...., b m/z 68.10 47.34%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 ISR R LRSS SRR
6.20 6.40 6.60 6.80
78 m/z 134.00 33.75%
Twa
mz-> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80
5000 m/z 66.10 30.40%
33 44 g7 105
51 60 70 78 g4 115
mz-> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14069: Xenon LI L B B B
132 6.20 6.40 6.60 6.80
m/z 69.10 19.85%
5000
66
"”I'”'I”"P"W"”I'”'I”"P"W"”I'”'I}%§l"W"' USSR AR SR A
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091681.D

Aca On : 16 Dec 2016 19:09

Operator : UM/SJ

Sample = H6099-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 4 2-Tridecanone Concentration Rank 6

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

9.73 4.95 ng 513054 Acenaphthene-d10 9.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Tridecanone 198 C13H260 000593-08-8 93
2 2-Dodecanone 184 C12H240 006175-49-1 90
3 2-Decanone 156 C10H200 000693-54-9 83
4 2-Undecanone 170 C11H220 000112-12-9 74
5 2-Nonanone 142 C9H180 000821-55-6 72

Abundance Scan 669 (9.733 min): BF091681.D (-667) (-) m/z 58.10 100.00%
43 5B
5000
71

85 9.40 9.60 9.80 10.00
96 110 127 140
bl wl R LD BT S0 185 160 183 198 m/z 43.10  84.58%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54916: 2-Tridecanone
58
43
5000 71 LA L L L L Y LB L L L BB
9.40 9.60 9.80 10.00

m/z 59.10 37 .15%

2
LIl |

85
15 2 1 %6 111 127 140 155 169 183 198
T T T e S e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
58
43 e
9.40 9.60 9.80 10.00
5000 m/z 71.05 34.46%
71
29 85
15 95 113 126 141 155 169 184
A o o e o e A B s e o o e o N I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26919: 2-Decanone
4 58 9.40 9.60 9.80 10.00
m/z 41.05 23.58%
5000
71
29
T 85 96 113 127 141 156
B o e o o A LA B B o o o o o o B
m/z--> 20 40 60 80 100 120 140 160 180 200 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091681.D

Aca On : 16 Dec 2016 19:09

Operator : UM/SJ

Sample = H6099-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 1,3-Dimethylcyclopentanol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.73 2.67 ng 327341 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Dimethvicvclopentanol 114 C7H140 019550-46-0 87
2 Heptacosane 380 C27H56 000593-49-7 68
3 Dodecane. l-iodo- 296 C12H251 004292-19-7 64
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 64
5 Heneicosane 296 C21H44 000629-94-7 64
Abundance Scan 756 (10.728 min): BF091681.D (-753) (-) m/z 57.05 100.00%
5000 85
113 10.40 10.60 10.80 11.00
LS00 108 26 3% "m/z 43.10 84.33%
m/z--> 50 100 150 200 250 300 350
Abundance #7360: 1,3-Dimethylcyclopentanol
43 7
5000 IR AU UV B
10.40 10.60 10.80 11.00
% m/z 71.10 76.90%
15|| —
m/z--> 50 100 150 200 250 300 350
Abundance
57
10.40 10.60 10.80 11.00
5000 m/z 85.10 43.02%
85
29 113 141 169 107 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance #114972: Dodecane, 1-iodo- UL L SR DU
57 10.40 10.60 10.80 11.00
m/z 58.05 38.24%
5000 85
29 113 155
. N.J,LE ..L.M‘..,\ulg?,.. S
m/z--> 50 100 150 200 250 300 350 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091681.D

Aca On : 16 Dec 2016 19:09

Operator : UM/SJ

Sample = H6099-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.84 4_.51 ng 552308 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tetradecanoic acid 228 C14H2802 000544-63-8 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 86
4 Pentadecanoic acid 242 C15H3002 001002-84-2 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 76
Abundance Scan 853 (11.836 min): BF091681.D (-850) (-) m/z 73.00 100.00%
5000 129
213
143157171185199 256 11.60 11.80 12.00 12.20

m/z 43.05 79.71%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
il \N\/\L}\J
50001 29 256 L e e e B
129 1160 1180 12.00 12.20
213 m/z 60.00 76.08%
157171 185
L ,\.w. I \\u MBI | Ty |
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43
11.60 11.80 12.00 12.20
5000 129 m/z 57.10 68.21%
29 185 228
8799 115 143,171
157 199513
e AN maa e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65565: Tridecanoic acid R e e
60 73 11.60 11.80 12.00 12.20
43 m/z 55.05 58.27%
5000 129
29 171
! 15 214
| T ?9 ‘ 143157 ‘ 185 \,v,/\AbJ\JNJ
,.1..‘,‘.‘..ul“,‘.u‘.‘.,Hl;.:”,“..m PR o NN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091681.D

Aca On : 16 Dec 2016 19:09

Operator : UM/SJ

Sample = H6099-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 Trifluoroacetic acid, n-oct... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.78 10.17 ng 712088 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetic acid. n-octadecy... 366 C20H37F302 079392-43-1 60
2 l1-Hexacosanol 382 C26H540 000506-52-5 60
3 17-Pentatriacontene 491 C35H70 006971-40-0 60
4 1-Tetracosanol 354 C24H500 000506-51-4 60
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 55
Abundance Scan 1023 (13.779 min): BF091681.D (-1020) (-) m/z 57.05 100.00%

5000

-

13.40 13.60 13.80 14.00
m/z 55.05 79.66%

T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #146922: Trifluoroacetic acid, n-octadecy! ester

B
w
D
O
%
'

5000 R R n e
97 13. 40 13 60 13.80 14.00
“

m/z 43.10 79.36%
J“H H%5154183 224252

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance

43

E

13.40 13.60 13.80 14.00
5000 83 m/z 83.10 71.86%

18 111

139168196224252278308336364

m/z--> 0 50 100 150 200 250 300 350 400 450

-

Abundance #168066: 17-Pentatriacontene

43 13.40 13.60 13.80 14.00

m/z 97.05 64.17%
5000 83
111
\ L 139167196224 267292 321 462 490

III|IIII|IIII|III IIIIIIIIIIIII|IIII|IIII| _'—I—'_'_'_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'_'—I—'_‘

m/z--> 0 50 100 150 200 250 300 350 400 450 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091681.D

Aca On : 16 Dec 2016 19:09

Operator : UM/SJ

Sample = H6099-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 1-Trimethylsilylpent-1-en-4... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.34 2.61 ng 182881 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Trimethvisilvlpent-1-en-4-vne 138 C8H14Si 079516-25-9 50
2 4-Fluorobenzoic acid. dodec-9-vn... 304 C19H25F02 1000282-99-8 47
3 Silane. dimethvldi(2.4-cvclopent... 188 C12H16Si 018053-74-2 47
4 Diallvidivinvisilane 164 C10OH16Si 119901-88-1 43
5 4-Fluorobenzoic acid, 3-tridecyl... 322 C20H31FO02 1000280-67-9 43
Abundance Scan 1072 (14.339 min): BF091681.D (-1069) (-) m/z 123.00 100.00%
3

5000

14.00 14.20 14.40 14.60
m/z 67.10 35.65%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #16833: 1-Trimethylsilylpent-1-en-4-yne
123
43
5000 TT T I rr[rrrrprrrrprrrr 1t
73 95 14.00 14.20 14.40 14.60
‘ ‘ m/z 124.00 29.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
123
68 14.00 14.20 14.40 14.60
5000 m/z 41.00 27 .50%
9% 141
26 164181 237
Tmmmwm‘wmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #48015: Silane, dimethyldi(2,4-cyclopentadien-1-yl)- e A ma
123 14.00 14.20 14.40 14.60
m/z 55.05 27 .46%
5000
95 175188
2843 6 | | 145 "
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14.00 14. 20 14. 40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091681.D

Aca On : 16 Dec 2016 19:09

Operator : UM/SJ

Sample = H6099-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 Heptadecane, 8-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

14._.41 2.90 ng 203017 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 8-methvl- 254 C18H38 013287-23-5 70
2 Heptadecane 240 C17H36 000629-78-7 64
3 Octadecane 254 C18H38 000593-45-3 64
4 Tetradecane 198 C14H30 000629-59-4 62
5 Hexadecane 226 C16H34 000544-76-3 62

Abundance Scan 1078 (14.408 min): BF091681.D (-1075) (-) m/z 57.10 100.00%

57

43 71

5000

:

9 TT T T[T T T T[T T T T[T T T T[TT

113127 14.00 14.20 14.40 14.60 14.80
141155169183197 239254
281 m/z 43.10 73.11%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #91041: Heptadecane, 8-methyl-
57 71
43 85
5000 LA L B L B L B L L L L

14. OO 14 20 14. 40 14. 60 14. 80
‘ ™ m/z 71.10 70.73%

A m u2 | 140 h 169183197211225239254

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

%

57
43 B B e o
71 14.00 14.20 14.40 14.60 14.80

5000 g5 m/z 85.05 54 _.09%

29 o
113127141155169183197210 240

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

%

Abundance #91036: Octadecane L R R Ea o
57 14.00 14.20 14.40 14.60 14.80
43 - m/z 55.10 40.44%
5000 85
29 %9 115
Il T4 127141155169183197211225239254
A R e Mo o B e A RSEs AR SRR R RRARRRR
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.00 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091681.D

Aca On : 16 Dec 2016 19:09

Operator : UM/SJ

Sample = H6099-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 9-Octadecenamide, (Z)- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.67 2.50 ng 197196 Perylene-di12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 86
2 Hexadecanamide 255 C16H33NO 000629-54-9 59
3 Dodecanamide 199 C12H25N0 001120-16-7 59
4 Tetradecanamide 227 C14H29NO 000638-58-4 59
5 Silane, (chloromethyl)dimethyl- 108 C3HOCISi 003144-74-9 46
Abundance Scan 1101 (14.671 min): BF091681.D (-1099) (-) m/z 59.00 100.00%
50
5000
43 AV\
B 97110126, 004 117100 g3t ae0 s | 1040 145D 1480 1500
m/z 72.10 63.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106874: 9-Octadecenamide, (2)-
509
5000
14.40 14.60 14.80 15.00
41 m/z 55.10 45_42%
27 | Jd\“ 83 98 114128 154170184108 220 238 264 281
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 2é0 280
Abundance
59
14,40 14.60 14.80 15.00
5000 m/z 43.05 32.65%
43
29 86 1001141281 421561701841982122262402>°
memmmwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #55486: Dodecanamide R
50 14.40 14.60 14.80 15.00
m/z 41.10 29.46%
- M
\\ Lo %6100114128142156170184199
I

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14 60 14. 80 15. OO

8270-BF120916.M Tue Dec 20 04:38:25 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091681.D

Aca On : 16 Dec 2016 19:09

Operator : UM/SJ

Sample = H6099-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.01 5.05 ng 399106 Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Nonacosane 408 C29H60 000630-03-5 90
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 86
Abundance Scan 1131 (15.014 min): BF091681.D (-1128) (-) m/z 57.05 100.00%
57 ﬂ
85
5000
113 14,60 14.80 15.00 15.20 15.40
141
3l .1-.l|, L — 109 197 225 2%2 | "m/z 71.05 72.32%
m/z--> 50 100 150 200 250 300 350
Abundance #115570: Heneicosane
57
85
14.60 14.80 15.00 15.20 15.40
m/z 43.10 59.40%
29 113
\‘ ‘L h H\ ‘hw h‘ u‘ { 14?1 | 169 197 225 253 296
m/z--> 55 160 150 260 2éo 300 3éo
Abundance
57
14,60 14.80 15.00 15.20 15.40
5000 85 m/z 85.10 55.00%
29 113 210
e M 169 10377 230 266 309
m/z--> 50 100 150 200 250 300 350
Abundance #142113: Heptadecane, 9-octyl- B B e e e e e
57 14.60 14.80 15.00 15.20 15.40
m/z 55.05 21.08%
5000 85 rMNQANAJ\JJVA\\\AJA\/AAM‘
~ ﬁ.,“ LTS e 100 107 BP g67 g4 gp3 gy | T M
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091681.D

Aca On : 16 Dec 2016 19:09

Operator : UM/SJ

Sample = H6099-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 Hexadecane, 2,6,10,14-tetra... Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
15.77 2.18 ng 172196 Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 94
2 Heptacosane 380 C27H56 000593-49-7 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Octacosane 394 C28H58 000630-02-4 90

Abundance Scan 1197 (15.768 min): BF091681.D (-1194) (-) m/z 57.10 100.00%
57
85
5000
113 15.40 15.60 15.80 16.00
141 163183 : : : :
....,.-I..‘l:-l Lasres e A m/z 71.10  73.13%
m/z--> 50 100 150 200 250 300 350
Abundance #107670: Hexadecane, 2,6,10,14-tetramethyl-
57
5000 LRI NI BN SR I
85 15.40 15.60 15.80 16.00
29 113 m/z 85.10 57 .51%
DLl Te 18 g s o
m/z--> 55 160 1éo 260 2éo 300 3éo
Abundance
57
15.40 15.60 15.80 16.00
5000 85 m/z 43.10 55.80%
29 113 141
169 197 225 253 281 309 337 380
m/z--> 55 160 1éo 260 250 360 3éo
Abundance #115570: Heneicosane L B e e S
57 15.40 15.60 15.80 16.00
m/z 99.10 21.19%
85
5000
29 113
DL Lp [T, 160 197 205 253 296
m/z--> 5'0 1c')o 1&'30 2(')0 25'30 3(')0 3éo 15.40 15.60 15.80 16.00

8270-BF120916 .M

Tue Dec 20 04:38:28 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091681.D

Aca On : 16 Dec 2016 19:09

Operator : UM/SJ

Sample = H6099-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 1,19-Eicosadiene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.49 2.32 ng 183517 Perylene-di12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.19-Eicosadiene 278 C20H38 014811-95-1 70
2 Bicvclol10.8.0leicosane. cis- 278 C20H38 1000155-82-2 58
3 8-Azabicvclol3.2.11octan-3-0l. 8... 141 C8H15NO 000120-29-6 49
4 Benzocvclodecene. tetradecahvdro- 194 C14H26 061142-06-1 47
5 Octadecanal 268 C18H360 000638-66-4 47
Abundance Scan 1260 (16.488 min): BF091681.D (-1257) (-) m/z 57.10 100.00%

7

82

5000

177 194207 278 16.20 16.40 16.60 16.80
m/z 82.00 80.73%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105307: 1,19-Eicosadiene

16.20 16.40 16.60 16.80
m/z 43.10 76.03%

5000

124138152165180194208222236250 278

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

41 55

82 g9¢ 16.20 16.40 16.60 16.80
5000 278 m/z 83.05 57.93%
68

109, .
137152 166180194208222236 250

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

27

Abundance #18357: 8-Azabicyclo[3.2.1]octan-3-ol, 8-methyl-, endo- B A RRREE R
82 16.20 16.40 16.60 16.80
% m/z 97.10 53.28%
5000 42 124
57 141
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16. 20 16 40 16. 60 16. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF121616\
Data File : BF091681.D

Acq On : 16 Dec 2016 19:09

Operator : UM/SJ

Sample - H6099-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4_.96 46.6 ng 2577010 1 6.77 1105310 20.0
unknown6 .54 6.54 103.7 ng 5733050 1 6.77 1105310 20.0
2-Tridecanone 9.73 5.0 ng 513054 3 9.81 2073770 20.0
1,3-Dimethylcyclo... 10.73 2.7 ng 327341 4 11.29 2451940 20.0
n-Hexadecanoic acid 11.84 4.5 ng 552308 4 11.29 2451940 20.0
Trifluoroacetic a... 13.78 10.2 ng 712088 5 13.92 1399760 20.0
1-Trimethylsilylp... 14.34 2.6 ng 182881 5 13.92 1399760 20.0
Heptadecane, 8-me... 14.41 2.9 ng 203017 5 13.92 1399760 20.0
9-Octadecenamide, ... 14.67 2.5 ng 197196 6 15.32 1580150 20.0
Heneicosane 15.01 5.0 ng 399106 6 15.32 1580150 20.0
Hexadecane, 2,6,1... 15.77 2.2 ng 172196 6 15.32 1580150 20.0
1,19-Eicosadiene 16.49 2.3 ng 183517 6 15.32 1580150 20.0
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