LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040616\
Data File : BF086107.D

Aca On : 6 Apr 2016 19:35

Operator : UM/SJ

Sample : H2254-04

Misc :

ALS Vial : 18 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-BF040216.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 2.213 9 11 13 rvv2 75653 77732 2.65% 0.231%
2 2.270 13 16 20 rvv4 114590 280819 9.59% 0.836%
3 2.350 20 23 27 rVB3 191299 406935 13.90% 1.211%
4 2.407 27 28 31 rvB 29715 38276 1.31% 0.114%
5 2.498 33 36 39 rvB4 47422 88428 3.02% 0.263%
6 2.784 56 61 63 rvB3 75341 122076 4.17% 0.363%
7 2.956 73 76 78 rBv 116829 108048 3.69% 0.322%
8 3.036 82 83 86 rvB 20476 35392 1.21% 0.105%
9 3.138 90 92 96 rBv2 32187 52374 1.79% 0.156%
10 3.287 101 105 106 rBv3 40725 62738 2.14% 0.187%

11 3.344 106 110 111 rBV4 91066 105404 3.60% 0.314%
12 3.436 115 118 121 rVB2 105211 156099 5.33% 0.465%
13 4.739 230 232 236 rVB3 61348 112176 3.83% 0.334%

14 4.853 239 242 243 rBV 30484 46006 1.57% 0.137%
15 4.876 243 244 245 rVB 56001 38389 1.31% 0.114%
16 4.910 245 247 252 rBV 169381 303588 10.37% 0.904%
17 5.242 272 276 278 rVB2 27010 49790 1.70% 0.148%
18 5.310 278 282 283 rBV 29335 44384 1.52% 0.132%
19 5.344 283 285 287 rBV 2412177 2802185 95.70% 8.341%
20 5.744 318 320 324 rVB 30617 32416 1.11% 0.096%

21 6.396 374 377 379 rBV 2390836 2928195 100.00% 8.716%
22 6.510 384 387 390 rBV 2601858 2562753 87.52% 7.629%
23 6.739 405 407 410 rBvV 999277 914865 31.24% 2.723%
24 6.899 419 421 423 rBV 2522047 2288155 78.14% 6.811%
25 7.310 455 457 460 rBV 1676573 1690154 57.72% 5.031%

26 8.030 517 520 522 rBV 1259600 1181121 40.34% 3.516%
27 9.105 611 614 617 rBV 2905521 2689808 91.86% 8.007%
28 9.505 647 649 651 rBvY 444520 374887 12.80% 1.116%
29 9.722 666 668 671 rBvV 22100 35254 1.20% 0.105%
30 9.779 671 673 675 rBV 1387294 1185248 40.48% 3.528%

31 10.213 710 711 713 rVB 67100 50591 1.73% 0.151%
32 10.431 727 730 734 rBV 20913 36726 1.25% 0.109%
33 10.568 739 742 745 rBV 1548026 1599789 54.63% 4.762%
34 10.682 751 752 757 rVB 61558 91416 3.12% 0.272%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040616\
Data File : BF086107.D

Aca On : 6 Apr 2016 19:35

Operator : UM/SJ

Sample : H2254-04

Misc :

ALS Vial : 18 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-BF040216.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 11.128 789 791 797 rVB2 31708 65877 2.25% 0.196%

36 11.265 801 803 804 rBV 1100241 1058943 36.16% 3.152%
37 11.288 804 805 807 rvv 146764 114353 3.91% 0.340%

38 11.345 807 810 812 rvB2 26456 44187 1.51% 0.132%
39 11.505 820 824 827 rBV 23133 35235 1.20% 0.105%
40 11.802 848 850 855 rBv2 88289 162534 5.55% 0.484%
41 11.871 855 856 860 rvB2 20783 35206 1.20% 0.105%
42 12.099 869 876 882 rBV5 22140 60023 2.05% 0.179%
43 12.477 906 909 910 rBV 173660 199917 6.83% 0.595%
44 12.511 910 912 914 rVvv3 29694 41271 1.41% 0.123%
45 12.579 917 918 920 rVB 58707 51508 1.76% 0.153%

46 12.694 925 928 931 rBv2 120257 189587 6.47% 0.564%
47 12.842 939 941 944 rBV 1938619 2015454 68.83% 5.999%

48 13.037 954 958 959 rBV 18508 44554 1.52% 0.133%
49 13.094 959 963 965 rvB4 16116 41366 1.41% 0.123%
50 13.139 965 967 969 rBV 42492 48105 1.64% 0.143%
51 13.254 973 977 978 rBV3 18095 34521 1.18% 0.103%
52 13.425 989 992 993 rBV3 18256 30482 1.04% 0.091%
53 13.585 1004 1006 1009 rVvB4 27670 63675 2.17% 0.190%
54 13.654 1009 1012 1013 rBV 19086 36433 1.24% 0.108%

55 13.700 1013 1016 1018 rBV 91872 119207 4_.07% 0.355%

56 13.745 1018 1020 1023 rBV2 289338 400750 13.69% 1.193%
57 13.894 1030 1033 1038 rBV 913579 1119330 38.23% 3.332%

58 13.974 1038 1040 1043 rBV3 41346 65390 2.23% 0.195%
59 14.088 1048 1050 1051 rBVZ2 26913 34980 1.19% 0.104%
60 14.202 1057 1060 1061 rBV3 28920 51815 1.77% 0.154%
61 14.282 1065 1067 1069 rVvVv 36805 59987 2.05% 0.179%

62 14.385 1071 1076 1082 rVBS8 69211 295240 10.08% 0.879%
63 14.522 1084 1088 1091 rBV5 40305 143846 4.91% 0.428%
64 14.728 1104 1106 1108 rBV2 27740 34831 1.19% 0.104%
65 14.911 1119 1122 1126 rBV 109084 228044 7.79% 0.679%

66 15.185 1144 1146 1149 rBV 84326 101127 3.45% 0.301%
67 15.243 1149 1151 1153 rVV 95554 109892 3.75% 0.327%
68 15.300 1153 1156 1161 rVB 768480 926344 31.64% 2.757%
69 15.563 1177 1179 1183 rBV2 54700 119860 4_.09% 0.357%
70 16.088 1222 1225 1228 rVB2 69982 127843 4._.37% 0.381%

71 16.157 1228 1231 1233 rBV4 30782 88409 3.02% 0.263%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040616\
Data File : BF086107.D

Aca On : 6 Apr 2016 19:35

Operator : UM/SJ

Sample : H2254-04

Misc :

ALS Vial : 18 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-BF040216.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
72 16.294 1241 1243 1246 rVB2 37068 49769 1.70% 0.148%
73 16.385 1250 1251 1253 rBV2 26094 46101 1.57% 0.137%
74 16.637 1271 1273 1277 rBV 41172 108281 3.70% 0.322%
75 16.808 1286 1288 1290 rBV2 24982 43224 1.48% 0.129%

76 17.060 1307 1310 1311 rBV 92048 146656 5.01% 0.437%
77 17.083 1311 1312 1315 rVV3 108278 166521 5.69% 0.496%
78 17.163 1315 1319 1320 rVV3 278191 397816 13.59% 1.184%
79 17.220 1323 1324 1326 rVV2 40164 58476 2.00% 0.174%
80 17.346 1326 1335 1336 rVV8 279405 643465 21.97% 1.915%

81 17.380 1336 1338 1341 rVB4 110618 217207 7.42% 0.647%
82 17.768 1368 1372 1379 rVB9 49464 264510 9.03% 0.787%

83 18.043 1393 1396 1401 rVB7 24669 58404 1.99% 0.174%

84 18.157 1404 1406 1407 rVB2 51025 50918 1.74% 0.152%

85 18.191 1407 1409 1412 rVvB4 22379 40652 1.39% 0.121%

86 18.249 1412 1414 1415 rBV 30799 32148 1.10% 0.096%

87 18.969 1474 1477 1483 rVB3 82083 246503 8.42% 0.734%

88 19.289 1503 1505 1508 rVvB4 16352 30761 1.05% 0.092%
Sum of corrected areas: 33593755
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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:\HPCHEM1I\BNA F\DATA\BF040616\

BF086107.D

6 Apr 2016 19:35

UM/SsJ

H2254-04

18 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF040216.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L
LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF086107.D

6.51
6.40

5.34 6.90

7.31

Time-->

. %%é 2150 2782% 1‘3%

2.50

300 350

Abundance

2500000

2000000

1500000

8.03

1000000

500000

TIC: BF086107.D
10

12.84

10.57
9.78

11.26

9.50 13,

1338, 253.483.5)

12,4812 69

0.68 11.11

29
) 10.2110,43 am.51 4E%712.10

0~
Time--> 8.00

13.50

12.00 12.50 13.00

10.00 10.50 11.00 11.50

8.50

9.00 9.50

Abundance

2500000

2000000

1500000

1000000

500000

0

13.89

3.97.04232839.5

TIC: BF086107.D

15.30

214.7§.4.91 13394 1556

17.77_18.088HQ5 1897 19.29

Time-->

14.

18.00 18.50

16.50 17.00 17.50

00 14.50

15.00 15.50 16.00

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040616\
Data File : BF086107.D

Aca On : 6 Apr 2016 19:35

Operator : UM/SJ

Sample : H2254-04

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 wunknown2.27 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
227 6.14ng 280819  1,4-Dichlorobenzene-da 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 1H-Indole-2(3H)-one. 6-chloro-3-... 323 CIGHICIFNO  035315-59-4 32

2 Cinnamic acid. p..alpha.-bis(tri... 338 C16H2604Si2 029372-28-9 23
3 .alpha.-IT6-Chloropurine-9-vI1-9... 323 C12H10CIN502S 021267-95-8 23
4 Quinoline. 1.2-dihvdro-7-methoxv... 338 C20H22N203 300589-50-8 9

5 _eta.-Pentamethylcyclopentadieny... 527 C19H32IMoN3 1000288-06-1 7

Abundance Scan 16 (2.270 min): BF086107.D (-13) (-) m/z 206.40 100.00%
206.4

254.1

322.1 371.9

5000 4189 479.9522.8

2.202.30 2.40 2.50 2.60 2.70

0 m/z 205.10 86.41%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #129263: 1H-Indole-2(3H)-one, 6-chloro-3-(4-trifluoromethy ...
323.0
5000 63.0 178.0
2.202.302.40 2.50 2.60 2.70
‘ ‘ 124.0 2330 m/z 221.20 81.21%
| “\ il M H ‘ M\ HN bl u\ \ M b \‘M “@749\‘ ‘\
0 i L
m/z--> 150 200 250 300 350 400 450 500
Abundance
3.0 323.0
2.202.302.40 2.50 2.60 2.70
5000 206.0 m/z 214.10 80.57%
115.0 163.0 267.0
oSNNS M S T S AERPREPR WRRARS N S MM
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #129125: .alpha.-[[6-Chloropurine-9-yI]-9H]-p-toluenesulfo...
89.0 2.202.302.40 2.50 2.60 2.70

323.0 m/z 206.90 79.83%

5000

167.0 242.0

m/z--> 50 100 150 200 250 300 350 400 450 500 2.202.302.402.502.60 2.70
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040616\
Data File : BF086107.D

Aca On : 6 Apr 2016 19:35

Operator : UM/SJ

Sample : H2254-04

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

4.91 6.64 ng 303588 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 12
3 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 12
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 247 (4.910 min): BF086107.D (-245) (-) m/z 43.10 100.00%

43.1
5000 \\
101.1

4.60 4.80 500 5.20

l 517.0
Ot o 2020 %82 Y Tm/z 59.10 59.37%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LI L L L L L L LB LB |

460 4.80 5.00 5.20
m/z 101.10 21.37%

‘ 101.0
ot i i i i ki i i i
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
59.0
R AREEER S
4.60 4.80 5.00 5.20
5000 m/z 58.10 16.33%
126.0
ot e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #38492: 1,8-Nonanediol, 8-methy!- Em e AR Sama s
59.0 4.60 480 500 520

m/z 41.10 8.90%

5000
|1, , 1230
Ot e e e

m/z--> 50 100 150 200 250 300 350 400 450 500 4.60 4.80 5.00 5.20

=
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040616\
Data File : BF086107.D

Aca On : 6 Apr 2016 19:35

Operator : UM/SJ

Sample : H2254-04

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 unknown6.51 Concentration Rank 1

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

6.51 56.02 ng 2562750 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 387 (6.510 min): BF086107.D (-384) (-) m/z 132.10 100.00%
13%.1
5000 68.1
96.1 B NRRE RARSE RN
40.0 || l 0811 6.20 6.40 6.60 6.80
O T T R A m/z 68.10 41.33%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 A RSN R LS LA
6.20 6.40 6.60 6.80
2.0 ‘ m/z 134.10 32.88%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0 132.0
620 640 6.60 680
5000 98.0 m/z 66.10 26.37%
77.0
0 1580 1890
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14027: 2H-Cyclopenta[d]pyridazine, 2-methy!- e o R
132.0 6.20 6.40 6.60 6.80
m/z 69.10 17.14%
5000
104.0
63.0
39.0
o.nﬂﬂﬂh,ﬂ.muwwwnﬂ.ﬂ\..“..” N
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040616\
Data File : BF086107.D

Aca On : 6 Apr 2016 19:35

Operator : UM/SJ

Sample : H2254-04

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 n-Hexadecanoic acid Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
11.80 3.07 ng 162534 Phenanthrene-d10 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Tetradecanoic acid 228 C14H2802 000544-63-8 74
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 Pentadecanoic acid 242 C15H3002 001002-84-2 52
5 Dodecanoic acid 200 C12H2402 000143-07-7 43

Abundance Scan 850 (11.802 min): BF086107.D (-848) (-) m/z 73.10 100.00%
73.1
43.1
5000 129.1
192.1213.2
157.1 R R SRR DS B
256.3 11.40 11.60 11.80 12.00 12.20
0! m/z 60.00 82.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43.0
730 A A A
5000 L R SO PR B
nmnmnmnmnm
1200 2560 m/z 43.10 72.04%
. I L0 1490 1710 194,02130 237,07
m/z--> 25 45 ' 80 100 120 150 160 180 200 220 240 260
Abundance
43.0 | 73.0
11/40 11,60 11.80 12.00 12.20
0
5000 1290 m/z 57.10 64 .99%
185.0
97.0
0 18.0 157.0 228.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65565: Tridecanoic acid N o o
73.0 11.40 11.60 11.80 12.00 12.20
43.0 m/z 55.10 63.32%
5000 129.0
171.0
W I
0 I H\ u‘h‘u“ ‘H\\ e :u|4.|9|9|||||‘|||||||||||||||||| N
m/z--> 20 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. 00 12. 20

8270-BF040216.-M Thu Apr 07 17:49:25 2016

Page: 8



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040616\
Data File : BF086107.D

Aca On : 6 Apr 2016 19:35

Operator : UM/SJ

Sample : H2254-04

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 1-Nonadecanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.75 7.16 ng 400750 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecanol 284 C19H400 001454-84-8 93
2 2- Chloropropionic acid. octadec... 360 C21H41CIl02 088104-31-8 93
3 Cvclopentadecane 210 C15H30 000295-48-7 93
4 1-Nonadecene 266 C19H38 018435-45-5 91
5 Trifluoroacetic acid, n-octadecy... 366 C20H37F302 079392-43-1 91
Abundance Scan 1020 (13.745 min): BF086107.D (-1018) (-) m/z 83.10 100.00%
5511 83.1
5000 111.1 ‘,__j\\_,w
LN AN SRR DU I
139.2 165 2 13.40 13.60 13.80 14.00
o ,..I..,...2.0??2.39.1,.?8.1-.1,....,.. m/z 57.10 98.62%
m/z--> 50 100 150 200 250 300 350
Abundance #108955: 1-Nonadecanol
43.0
5000 AR U REE B
111.0 13. 40 13. 60 13. 80 14.00
m/z 55.10 91.90%
139.0
0 1|4‘|)| [ihs \‘ ‘ ‘ “ \ M H “1'6‘8 01?6|0I |2|3§?2|6‘6|0| —
m/z--> 200 250 300 350
Abundance
57.0 g7 4
13.'40 13.|60 13.|80 14.'00 '
5000 m/z 97.10 89.25%
125.0
29.0
. 15401820 222.02200  297.0 360.0
m/z--> 55 160 150 260 250 360 3%0
Abundance #63051: Cyclopentadecane B e
55.0 13.40 13.60 13.80 14.00
83.0 m/z 43.10 85.44Y%
5000
111.0
210 ||‘ J{‘ 130.0 182.0210.0
0 A& e it
m/z--> 50 10 150 200 250 300 350 13. 40 13. 60 13. 80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040616\
Data File : BF086107.D

Aca On : 6 Apr 2016 19:35

Operator : UM/SJ

Sample : H2254-04

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 14 3,6-Dioxa-2,4,5,7-tetrasila... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

15.56  2.50 ng 119860  Perylene-diz 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

-Dioxa-2.4.5.7-tetrasilaoctan. .. 294 C10H3002Si4 004342-25-0 50
1. 5 7.7.7-Heptamethvl-3.3-bi... 444 C13H4005Si6 038147-00-1 38
sopropoxv-1.1.1.7.7.7-hexamet... 576 C18H5207Si7 071579-69-6 32

abrwNPE
'UZ(;\JI—‘CAJ
DUJ—I—‘O

-Benzvl-N-ethvl-p-isopropvlbenz... 281 C19H23NO 015089-22-2 30
entasiloxane, dodecamethyl- 384 C12H3604Si5 000141-63-9 27
Abundance Scan 1179 (15.563 min): BF086107.D (-1177) (-) m/z 73.10 100.00%
741 1471 2211
5000 2811
355.1
o B e o
l L 429.2 15.20 15.40 15.60 15.80
(o IFAN FSHRINE ST i m/z 147.10 86.98%
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 2210
73.0
5000 LA L L L L L L L LB B
15.20 15.40 15.60 15.80
m/z 221.10 86.86%
279.0
e S e N —
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
73.0
e o WO ST
147.0 15.20 15.40 15.60 15.80
5000 267.0 m/z 281.10 39.05%
355.0  429.0
207.0
O T L R o o L
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(r... R R RREEEEa
73.0 15.20 15.40 15.60 15.80
m/z 207.10 29.62%
5000
147.0
221.0 281.0
o 827.0 4150 519.0561.0
o S B B T e ] o e e O IR o B e o
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040616\
Data File : BF086107.D

Aca On : 6 Apr 2016 19:35

Operator : UM/SJ

Sample : H2254-04

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 15 Cyclononasiloxane, octadeca... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.09 2.76 ng 127843 Perylene-di12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclononasiloxane. octadecamethvl- 666 C18H5409Si9 000556-71-8 90
2 N-Benzvl-N-ethvl-p-isopropvlbenz... 281 C19H23NO 015089-22-2 25
3 2.6-Dimethvl-3.4-bis(trimethvlsi... 311 C15H29N02Si2 1000079-52-1 12
4 Cvclohexasiloxane. dodecamethvl- 444 C12H3606Si6 000540-97-6 11
5 Pentasiloxane, dodecamethyl- 384 C12H3604Si5 000141-63-9 10
Abundance Scan 1225 (16.088 min): BF086107.D (-1222) (-) m/z 221.10 100.00%

73.1 1471 221.1

%

5000 281.1
484.8 548.4 15.80 16.00 16.20 16.40
0 m/z 147.10 88.96%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #173701: Cyclononasiloxane, octadecamethy!-
73.0 147.0 221.0 429.0
5000 281.0 . I e
15. 80 16 00 16. 20 16. 40
‘ m/z 73.10 87.03%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
147.0
R e e  REREE mE
15.80 16.00 16.20 16.40
5000 281.0 m/z 281.10 50.37%
91.0
41.0 219.0

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 650

Abundance #123294: 2,6-Dimethyl-3,4-bis(trimethylsilyloxymethyl)pyridin R B A RAREE R S
230 221.0 15.80 16.00 16.20 16.40
m/z 207.10 39.29%
5000 147.0
0 15.0 | | | ) 296 0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 15. 80 16 00 16. 20 16. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040616\
Data File : BF086107.D

Aca On : 6 Apr 2016 19:35

Operator : UM/SJ

Sample : H2254-04

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 20 1H-Indene, 2-decyloctahydro- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.97 5.32 ng 246503 Perylene-d12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2-decvloctahvdro- 264 C19H36 055044-34-3 51
2 2-Methvl-3-(3-methvl-but-2-envl)... 222 C15H260 1000144-10-2 46
3 2.4a.8.8-Tetramethvldecahvdrocvc... 206 C15H26 074022-04-1 42
4 1-Formvl-2.2-dimethvl-3-trans-(3... 220 C15H240 1000144-09-7 38
5 2,2,6-Trimethyl-1-(2-methyl-cycl... 218 C15H220 1000188-72-8 38
Abundance Scan 1477 (18.969 min): BF086107.D (-1474) (-) m/z 95.10 100.00%
69.1 99.1
T MMJ\NW
5000
41.1 161.1
2052 246.2 213:2 302.2 NN R BN I
3272 18.60 18.80 19.00 19.20
0 : m/z 69.10 98.86%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #96976: 1H-Indene, 2-decyloctahydro-
mo 810 1230
5000 NN U BN I
18.60 18.80 19.00 19.20
264.0 m/z 109.10 84 .26%
168.0 207.0 236.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance

69.0
e R R AR
18.60 18.80 19.00 19.20
5000 m/z 81.10 81.83%
109.0
135.0

0 161.0 191.0 222.0

mﬁwﬁwﬁmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #60316: 2,4a,8,8-Tetramethyldecahydrocyclopropa[d]naphthalene L e ML m e o
.0 18.60 18.80 19.00 19.20

m/z 123.10 76.11%

5000

-

T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 18.60 18.80 19.00 19.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040616\
Data File : BF086107.D

Acq On : 6 Apr 2016 19:35

Operator : UM/SJ

Sample : H2254-04

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040216_.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]
unknown2 .27 2.27 6.1 ng 280819 1 6.74 914865 20.0
2-Pentanone, 4-hy... 4.91 6.6 ng 303588 1 6.74 914865 20.0
unknown6 .51 6.51 56.0 ng 2562750 1 6.74 914865 20.0
n-Hexadecanoic acid 11.80 3.1 ng 162534 4 11.27 1058940 20.0
1-Nonadecanol 13.75 7.2 ng 400750 5 13.89 1119330 20.0
3,6-Dioxa-2,4,5,7... 15.56 2.6 ng 119860 6 15.30 926344 20.0
Cyclononasiloxane... 16.09 2.8 ng 127843 6 15.30 926344 20.0
1H-Indene, 2-decy... 18.97 5.3 ng 246503 6 15.30 926344 20.0
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