LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093016\
Data File : BF090317.D

Aca On : 30 Sep 2016 17:08

Operator : UM/SJ

Sample : H5025-04

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-BF092016.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 1.632 3 4 56 rVvB 2832788 7474848 100.00% 18.916%
2 4.524 254 257 266 rBV 290583 524959 7.02% 1.328%
3 5.004 296 299 301 rBVY 2163969 2309058 30.89% 5.843%
4 6.113 392 396 398 rBVY 2233793 2798294 37.44% 7.081%
5 6.216 402 405 407 rBV 2611583 2644449 35.38% 6.692%
6 6.444 423 425 428 rBV 749403 780493 10.44% 1.975%
7 6.604 436 439 441 rBV 2263099 2090639 27.97% 5.291%
8 7.027 473 476 478 rBV 1436109 1792366 23.98% 4 _.536%
9 7.084 478 481 483 rVvV 124125 153447 2.05% 0.388%
10 7.736 536 538 541 rBVY 1179475 1083856 14.50% 2.743%

11 8.822 630 633 635 rBVY 3463110 3304525 44.21% 8.362%
12 9.222 665 668 670 rBVY 1040216 891466 11.93% 2.256%
13 9.428 684 686 688 rBvV 98414 109131 1.46% 0.276%
14 9.485 688 691 693 rvB 1029403 1239722 16.59% 3.137%
15 10.262 756 759 762 rBV 1644455 1744589 23.34% 4._.415%

16 10.410 770 772 776 rVB 119276 125906 1.68% 0.319%
17 10.948 816 819 821 rBV 1270308 1142683 15.29% 2.892%
18 11.211 839 842 847 rBV 133871 153586 2.05% 0.389%
19 11.519 867 869 871 rBV 138937 150460 2.01% 0.381%
20 12.365 941 943 947 rVvV 78797 87233 1.17% 0.221%

21 12.536 955 0958 960 rBV 1953741 2476329 33.13% 6.267%
22 13.451 1035 1038 1041 rBV 311732 446464 5.97% 1.130%
23 13.554 1045 1047 1055 rVvVv 792301 898233 12.02% 2.273%
24 14.079 1090 1093 1096 rBV 321397 385137 5.15% 0.975%
25 14.491 1126 1129 1131 rVB 241699 224009 3.00% 0.567%

26 14.537 1131 1133 1137 rBV 51834 92068 1.23% 0.233%
27 14.662 1140 1144 1147 rBV2 367858 581019 7.77% 1.470%
28 14.879 1160 1163 1165 rBV 519007 665646 8.91% 1.684%
29 15.097 1180 1182 1185 rBV 164969 209994 2.81% 0.531%
30 15.280 1195 1198 1200 rBV 175028 265800 3.56% 0.673%

31 15.314 1200 1201 1204 rVvVv 144919 234213 3.13% 0.593%
32 15.371 1204 1206 1209 rVvVv 90985 132863 1.78% 0.336%
33 15.885 1248 1251 1258 rVB 157537 271974 3.64% 0.688%
34 16.022 1259 1263 1268 rVV3 51783 141646 1.89% 0.358%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093016\
Data File : BF090317.D

Aca On : 30 Sep 2016 17:08

Operator : UM/SJ

Sample : H5025-04

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-BF092016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 16.137 1268 1273 1275 rVVv2 76761 285817 3.82% 0.723%

36 16.251 1279 1283 1288 rVB4 104083 333529 4._46% 0.844%
37 16.457 1297 1301 1306 rBV2 162972 395817 5.30% 1.002%
38 16.823 1331 1333 1340 rVB7 37730 135758 1.82% 0.344%
39 16.948 1340 1344 1350 rBv4 53618 152812 2.04% 0.387%
40 17.223 1364 1368 1373 rVB3 67567 177993 2.38% 0.450%

41 17.863 1420 1424 1430 rVV10 21698 78013 1.04% 0.197%
42 17.988 1431 1435 1443 rVB5 110888 329524 4.41% 0.834%

Sum of corrected areas: 39516368
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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\BF093016\

BF090317.D

30 Sep 2016 17:08

UM/SsJ

H5025-04

10 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF092016.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

3000000} g3
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1500000
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Time-->
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7.74

1000000
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TIC: BF090317.D

10.26

10.95
9.22 9.48

9. 10.41 11.21 11.52

12.54

12.36

13.!

13.4

Time-->

9.50
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12.00 12.50

S
LI B

13.00

Abundance

3000000

2500000

2000000

1500000

1000000

500000

0=

TIC: BF090317.D

14.88

lS?%mla 251.6.46

16.88.95 17.22

17.86%°

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\BF093016\
Data File : BF090317.D

Aca On : 30 Sep 2016 17:08

Operator : UM/SJ

Sample : H5025-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.52 13.45 ng 524959 1,4-Dichlorobenzene-d4 6.44
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-dimethy... 141 C7H11NO2 001116-98-9 17
3 Butane. 1l-ethoxv- 102 C6H140 000628-81-9 9
4 Guanidine 59 CH5N3 000113-00-8 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 257 (4.524 min): BF090317.D (-254) (-) m/z 43.05 100.00%
43
59
5000
101 IS I G
420 440 460 4.80
o514 AR 59.10 66.12Y%
G R R R SRR AR RN AR KRR RN EARN LAAS) SARR EASE SRR m/z ¢
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 T
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
420 4.40 4.60 4.80
59 m/z 101.10 26.72%
27 ‘ g3 o, 101
0 "v"'l“'“ﬂ'?ﬁuw‘“?}"w"q?v"'|'“'?}'”|t"'v"'|“"|"“|"'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
420 4.40 460 480
5000 M m/z 58.10 16.91%
68
0 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4425: Butane, 1-ethoxy- R Rl Baans m ,
59 420 440 460 4.80
31 m/z 41.10 8.53%
5000 41 /\
73
0 ”I'%?'I”"I""P"'?}"'I”"I'"'P'g?l"”%Q?"P"'I"'W""I'”'I ISR LR '|""|
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093016\
Data File : BF090317.D

Aca On : 30 Sep 2016 17:08

Operator : UM/SJ

Sample : H5025-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 unknown6.22 Concentration Rank 2

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

6.22 67.76 ng 2644450 1,4-Dichlorobenzene-d4 6.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 405 (6.216 min): BF090317.D (-402) (-) m/z 132.10 100.00%
132
5000 68
6 Trrrprrrrprrrrrrrrrprr
40 ,_ 54 | 75 104 5.80 6.00 6.20 6.40 6.60
0 ..,....,....,....,'.'.‘.‘?,:.'..?.1...| et b b el || M7z 68.10  41.62%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A UL UL UL I
5.80 6.00 6.20 6.40 6.60
3 78 m/z 134.10 33.00%
1 33 ‘
O T P T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
580 6.00 620 6.40 6.60
5000 m/z 66.10 25 .50%

15 28 39 52 6 77 o0 104 .

m/z--> 10 20 30 40 S50 60 70 80 90 100 110 120 130 140 A
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine R AR REEEE R S
132 5.80 6.00 6.20 6.40 6.60
m/z 69.10 16.17%
97
5000
70
31
. 4451 60 | 77 g5 | 105 116
A B o e A e L e e AR R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093016\
Data File : BF090317.D

Aca On : 30 Sep 2016 17:08

Operator : UM/SJ

Sample : H5025-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 n-Nonadecanol-1 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.45 9.94 ng 446464 Chrysene-di12 13.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 95
2 Behenic alcohol 326 C22H460 000661-19-8 95
3 1-Nonadecene 266 C19H38 018435-45-5 94
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 93

Abundance Scan 1038 (13.451 min): BF090317.D (-1035) (-) m/z 83.10 100.00%

57 83

5000

-

13.20 13.40 13.60 13.80
m/z 57.10  95.14%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131391: n-Nonadecanol-1
55 83

:

5000 LA B L L L L L L
13.20 13.40 13.60 13.80
- m/z 97.10  87.39%
6
T
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55 83
T e
13.20 13.40 13.60 13.80
5000 11 m/z 69.10 81.84%
29 139

167182 210 238 264280 308

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115906: 1-Nonadecene e e e e
13.20 13.40 13.60 13.80
m/z 55.10 77.89%
B M“/[Lx\
o 2 154 182 210 238 266

I T T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093016\
Data File : BF090317.D

Aca On : 30 Sep 2016 17:08

Operator : UM/SJ

Sample : H5025-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 Nonadecyl pentafluoropropio... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.08 8.58 ng 385137 Chrysene-di12 13.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 94
2 1-Heptacosanol 396 C27H560 002004-39-9 93
3 n-Tetracosanol-1 354 C24H500 000506-51-4 93
4 Behenic alcohol 326 C22H460 000661-19-8 93
5 1-Docosene 308 C22H44 001599-67-3 91
Abundance Scan 1093 (14.079 min): BF090317.D (-1090) (-) m/z 57.10 100.00%
57 g3
5000
LN SRR BN UL B
139 13.80 14.00 14.20 14.40
Ol 168,196 239 m/z 83.10 83.19%
m/z--> 50 100 150 200 250 300 350 400
Abundance #222139: Nonadecy! pentafluoropropionate
57 o7
5000 R U SRR SN B
125 13.80 14.00 14.20 14.40
m/z 97.10 79 .30%
m/z--> 50 200 2éo 300 350 400
Abundance
57 |97
13.80 14.00 14.20 14.40
5000 m/z 69.10 68.90%
125
o 29 7 153 181 209 236 264 202 320 350 378
m/z--> 50 100 150 200 250 300 350 400
Abundance #186968: n-Tetracosanol-1 L
3 13.80 14.00 14.20 14.40
m/z 43.10 66 .53%
- M
o 167 195 222 250 280 308 336
m/z--> 50 100 150 200 250 300 350 400 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093016\
Data File : BF090317.D

Aca On : 30 Sep 2016 17:08

Operator : UM/SJ

Sample : H5025-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 Octadecanal Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

14.49 6.73 ng 224009 Perylene-d12 14.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 91
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
3 Hexadecanal 240 C16H320 000629-80-1 90
4 Heptadecanal 254 C17H340 1000376-70-0 90
5 1,19-Eicosadiene 278 C20H38 014811-95-1 72
Abundance Scan 1129 (14.491 min): BF090317.D (-1126) (-) m/z 82.10 100.00%

57 &
43 9
5000
109
123157 160 14.20 14.40 14.60 14.80

o 177 194207 222 253 7, 57 10 99 8204

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

Abundance #117606: Octadecanal
43 57 82
96
5000 LA L L L L L L L
29 14.20 14. 40 14. 60 14. 80
109 m/z 43.10 77.14%
124137 250
o 152166 180194 208222535 7 268
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 82
96 R AN REEEEE R S
57 14.20 14.40 14.60 14.80
5000{ 29 m/z 96.10 73.77%
109 124,
0 152166180194 208222 236250 268
IR B o e R e e  RARAR RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #94314: Hexadecanal B A
14. 20 14. 40 14. 60 14. 80
m/z 83.10 66.24%
5000

10454
137 152166 180 196 222

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 14 20 14. 40 14. 60 14. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093016\
Data File : BF090317.D

Aca On : 30 Sep 2016 17:08

Operator : UM/SJ

Sample : H5025-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 Behenic alcohol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14 .66 17.46 ng 581019 Perylene-d12 14.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 93
2 l1-Heneicosanol 312 C21H440 015594-90-8 93
3 n-Tetracosanol-1 354 C24H500 000506-51-4 93
4 1-Docosene 308 C22H44 001599-67-3 91
5 1-Heptacosanol 396 C27H560 002004-39-9 91
Abundance Scan 1144 (14.662 min): BF090317.D (-1140) (-) m/z 57.10 100.00%
57 83
e . _N___J\_,Ap,_/\\\AVK~JKU\JA_
R B B B B
139 14.40 14.60 14.80 15.00
Ohrrrprres S 229258 281 m/z 83.10 88.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol
55 83
5000 1l L B B L B
14.40 14.60 14. 80 15. oo
29 m/z 97.10 81.99%
ol 167 196 224 252 280 308
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55 83
' 14.40 14.60 14.80 15.00
5000 111 m/z 69.10 71.47%
29

139 167 106 238 266 294

S

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1 L o o TR I,
83 14.40 14.60 14.80 15.00
m/z 43.10 70.44%
- ‘//JL_/\A“_/\/\\
o \“ ‘ 167 195 222 250 280 308 336
”w””“”.”” - e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093016\
Data File : BF090317.D

Aca On : 30 Sep 2016 17:08

Operator : UM/SJ

Sample : H5025-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 Heneicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.28 7.99 ng 265800 Perylene-di12 14.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
4 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 87
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 86
Abundance Scan 1198 (15.280 min): BF090317.D (-1195) (-) m/z 57.10 100.00%
57
85
5000
L 100 07 15160 1520 15140 1560
ol b s NS SR — m/z 71.10 74.36%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 L DU B B SUA
15.00 15.20 15. 40 15. 60
m/z 85.10 57.92%
29 113
0 \‘ J ‘\ “\ ‘hw h‘ u‘ { 1?1 169 197 225 253 296
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance
57
' 15.00 15.20 15.40 15.60
5000 85 m/z 43.10 49.27%
0 29 13 141 169 197 225 267 295 365 393 \ﬁwava\“_vAﬂAh,¥A\4Ayf
m/z--> 55 160 150 260 2%0 360 3%0 '
Abundance #194499: Eicosane, 7-hexyl- B A RRREE R
57 15.00 15.20 15.40 15.60
m/z 99.10 19.09%
5000 85
0 Loy MR aar 182 515 5y 281 508 337
m/z--> 55 160 1%0 260 2%0 360 3%0 ' 1550 1520 1540 1560
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093016\
Data File : BF090317.D

Aca On : 30 Sep 2016 17:08

Operator : UM/SJ

Sample : H5025-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 n-Tetracosanol-1 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.31 7.04 ng 234213 Perylene-di12 14.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 93
2 1-Heptacosanol 396 C27H560 002004-39-9 91
3 Z-5-Nonadecene 266 C19H38 1000131-11-8 83
4 Octatriacontvl pentafluoropropio... 697 C41H77F502 1000351-89-1 74
5 1-Docosene 308 C22H44 001599-67-3 74
Abundance Scan 1201 (15.314 min): BF090317.D (-1200) (-) m/z 83.10 100.00%
57
139 167 10920 221 266 15.00 15.20 15.40 15.60
0 m/z 97.10 92._.47%
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1
57 83
5000 e R AR DU SRR SUNLE
15.00 15.20 15.40 15.60
m/z 57.10 85.91%
29 139
ol \“ \‘ | “‘\ , 167 195 222 250 280 308 336
m/z--> §o 160 1éo 260 2éo 360 3éo
Abundance
57 97
15.00 15.20 15.40 15.60
5000 m/z 69.10 71.58%
125
o 29 77 153 181 200 236 264 292 320 350 378
m/z--> §o 160 1éo 260 250 360 3éo
Abundance #115907: Z-5-Nonadecene R R e R B
55 83 15.00 15.20 15.40 15.60
m/z 55.10 65.19%
5000 111
266
L LI | 133 16109210 238 |
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 3&'30 15.'00 15.'20 15.'40 15.I60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093016\
Data File : BF090317.D

Aca On : 30 Sep 2016 17:08

Operator : UM/SJ

Sample : H5025-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 Oxirane, hexadecyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.89 8.17 ng 271974 Perylene-d12 14.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 94
2 Hexadecanal 240 C16H320 000629-80-1 91
3 Oxirane. heptadecvl- 282 C19H380 067860-04-2 91
4 Octadecanal 268 C18H360 000638-66-4 90
5 Bicyclo[10.8.0]eicosane, cis- 278 C20H38 1000155-82-2 89
Abundance Scan 1251 (15.885 min): BF090317.D (-1248) (-) m/z 57.10 100.00%

5000

-

111 e
137 276 15.60 15.80 16.00 16.20
152166 194208222 249
m/z 82.10 94 .54%

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117618: Oxirane, hexadecyl-
82 96
5000 LA L L L L L LB L
110 15.60 15.80 16.00 16.20
29 124 m/z 43.10 73.16%
138155
0 166180194 211 236250 268
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 82
9% R RS R
15.60 15.80 16.00 16.20
5000] o m/z 96.10 69.19%
110

4
138]_52166180 196 222
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129467: Oxirane, heptadecy!- T T
15.60 15.80 16.00 16.20

96 m/z 83.10 64 .89%

%

5000

:

152166180194208222236250264 282
e EEEEmmE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093016\
Data File : BF090317.D

Aca On : 30 Sep 2016 17:08

Operator : UM/SJ

Sample : H5025-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 13 unknownl6.02 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
16.02 4.26 ng 141646 Perylene-d12 14.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoldhilpervlene 276 C22H12 000191-24-2 35
2 Indenoll.2.3-cdlpvrene 276 C22H12 000193-39-5 35
3 Rhodium. I(1.2.5.6-.eta.)-1.5-cv... 276 C13H17Rh 032610-45-0 35
4 1-Naphthalenamine. N-I(4-nitroph... 276 C17H12N202 000967-13-5 27
5 2-Naphthalenol, 1-[(2,4-dimethyl... 276 C18H16N20 003118-97-6 27
Abundance Scan 1263 (16.022 min): BF090317.D (-1259) (-) m/z 43.10 100.00%
276
95
145 213
5000
s IR SR SUNLN SRR B
| 3T7 15.80 16.00 16.20 16.40
0 & m/z 276.10 78.40%
m/z--> 50 100 150 200 250 300 350
Abundance #124616: Benzo[ghi]perylene
276
5000
15.80 16.00 16.20 16.40
138 m/z 55.10 66.42%
0L27 50 7492111 ["158 198 222 248 |
m/z--> 50 100 150 200 250 300 350
Abundance
276
" 15:80 16.00 16.20 16.40
5000 m/z 95.10 66.20%
138
oL27 50 74 92111 170 198 224 248
m/z--> 50 100 150 200 250 300 350
Abundance #123980: Rhodium, [(1,2,5,6-.eta.)-1,5-cyclooctadiene](.et... R  RREEEEES e
168 276 15.80 16.00 16.20 16.40
m/z 107.10 62 .55%
5000 246
103 140 208
ol |3\|\9|5H7| . |85| I‘I\I y .‘ ot l\‘ "I‘ll' 1 .‘. | U £ e
m/z--> 50 100 150 200 250 300 350 15.80 16.00 16.20 16.40

8270-BF092016.M Mon Oct 03 17:55:05 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093016\
Data File : BF090317.D

Aca On : 30 Sep 2016 17:08

Operator : UM/SJ

Sample : H5025-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 14 unknownl6.14 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.14 8.59 ng 285817 Perylene-d12 14.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6.10.10-Tetramethvlbicvclol7.2... 204 C15H24 136296-37-2 42
2 Bicvclol3.1.1Theptan-3-one. 2.6.... 152 C10H160 000547-60-4 42
3 Methvl 2-hvdroxv-pentadecanoate 272 C16H3203 1000336-35-7 38
4 7-Heptadecene. 17-chloro- 272 C17H33ClI 056554-79-1 30
5 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C10H160 015358-88-0 22
Abundance Scan 1273 (16.137 min): BF090317.D (-1268) (-) m/z 55.10 100.00%
5000 107 133 159
15.80 16.00 16.20 16.40
o} m/z 83.10 78.66%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #64406: 2,6,10,10-Tetramethylbicyclo[7.2.0]undeca-2,6-diene
5000 N R U
15.80 16.00 16.20 16.40
m/z 81.10 69.09%
0!
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55 | 83
15.80 16.00 16.20 16.40
5000 m/z 69.10 66 .46%
27 110 152
o 135
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #121112: Methyl 2-hydroxy-pentadecanoate R R RS S
97 15.80 16.00 16.20 16.40
m/z 57.10 60.58%
5000
0 A R m e S

’ I I I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093016\
Data File : BF090317.D

Aca On : 30 Sep 2016 17:08

Operator : UM/SJ

Sample : H5025-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 15 unknownl6.25 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

16.25 10.02 ng 333529 Perylene-di12 14.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. tetramethvl- 100 C6H120 005076-20-0 22
2 2-(3.4-Dibromo-4-methvlcvclohexy... 312 C10H18Br20 110202-13-6 22
3 4_beta.H.5.alpha.H-Eudesman-11-ol 224 C15H280 031756-53-3 22
4 2-Naphthalenemethanol. 1.2.3.4.4... 222 C15H260 079254-46-9 16
5 Oxirane, 3-ethyl-2,2-dimethyl- 100 C6H120 001192-22-9 16

Abundance Scan 1283 (16.251 min): BF090317.D (-1279) (-) m/z 59.10 100.00%

59
5000 43 95 189

16.00 16.20 16.40 16.60

Ol el m/z 58.10 55.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #3858: Oxirane, tetramethyl-
43 P
5000
16.00 16.20 16.40 16.60
m/z 189.20 49 _.87%
‘ 85 100
O T e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
59
B e AR R R
95 16.00 16.20 16.40 16.60
5000 m/z 71.10 49 .59%
43
27 & 119135 153 174 217 299

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #81191: 4.beta.H,5.alpha. H-Eudesman-11-ol e RARREEE RS
16.00 16.20 16.40 16.60

m/z 43.10 44 _22%

5000

191 209

I T T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16.00 16.20 16.40 16.60

8270-BF092016.M Mon Oct 03 17:55:07 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093016\
Data File : BF090317.D

Aca On : 30 Sep 2016 17:08

Operator : UM/SJ

Sample : H5025-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 16 _.beta.-Sitosterol Concentration Rank 6

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

16.46 11.89 ng 395817 Perylene-di12 14.88

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 93
2 .gamma.-Sitosterol 414 C29H500 000083-47-6 70
3 Kauren-18-ol. acetate. (4.beta.)- 330 C22H3402 072150-74-4 41
4 17-(1.5-Dimethvlhexy1)-10.13-dim... 414 C29H500 1000210-86-9 38
5 _beta.-Sitosterol acetate 456 C31H5202 000915-05-9 35

Abundance Scan 1301 (16.457 min): BF090317.D (-1297) (-) m/z 43.10 100.00%
43 107
5000
16.20 16.40 16.60 16.80
0 m/z 107.10 88.55%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #217433: .beta.-Sitosterol
43
5000 81 LA L L L L L L B LB
105 16.20 16.40 16.60 16.80
18 23 e 20 414 m/z 95.10 80.16%
303
04— “: “: \I\ |H" Hl‘ ‘\l\“wl 234 276 354 381
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
43
T T T
16.20 16.40 16.60 16.80
5000 81 4107 m/z 81.10 72.78%
145 203 414
213
173 255 329 381
0 234 | 276 354
B A e o oo e o o e B e e B A BB A o e
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #169498: Kauren-18-ol, acetate, (4.beta.)- R A
43 16.20 16.40 16.60 16.80
m/z 55.10 72.24%
69
5000 93
123
150 157, 257 330
Y 11 TR .ﬁu.mhﬂn.h. Ww?gh.u..,....,... .
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\BF093016\
Data File : BF090317.D

Aca On : 30 Sep 2016 17:08

Operator : UM/SJ

Sample : H5025-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 17 unknownl6.82 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
16.82 4.08 ng 135758 Perylene-d12 14.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Cvclopropal llphenanthrene. 1.... 348 C15H10Br2 068129-60-2 14
2 Naphthalene. decahvdro-4a-methvl... 204 C15H24 000515-17-3 14
3 2.6.10.10-Tetramethvlbicvclol7.2... 204 C15H24 136296-37-2 10
4 4H-Pyvrazole-3-carboxvlic acid. (... 271 C11H8F3N302 1000303-94-6 10
5 Thiazole, 5-ethyl-4-phenyl- 189 C11H11NS 014229-94-8 9
Abundance Scan 1333 (16.823 min): BF090317.D (-1331) (-) m/z 55.10 100.00%
55
95 189 ,/v/\vxwfvﬂd\/ﬁxw/\\/NV~A/\¥A
5000 72 119 147 229 268
] " of| "' 16,60 16.80 17.00 17.20
o B e e m/z 95.10 59.29%
m/z--> 50 100 150 200 250 300 350
Abundance #182234: 1H-Cyclopropa[llphenanthrene, 1,1-dibromo-1a,9b-d...
189
269
5000 IR SR SN SRR B
16.60 16.80 17.00 17.20
6 9 163 m/z 189.20 57 .98%
0 . I3\I9 Il I\‘ I\h X \\nl th 13:‘!-3| |1‘3‘|9 il |‘M . hl: h B 2|2|52|43| . H — |35|0|
m/z--> 50 100 150 200 250 300 350
Abundance
189
133 " 16,60 16.80 17.00 17.20
5000 105 161 m/z 81.10 52.32%
81
55
0 i 206 M
m/z--> §o 160 1%0 260 2éo 360 350
Abundance #64406: 2,6,10,10-Tetramethylbicyclo[7.2.0]undeca-2,6-diene R  RREEEEES e
8 16.60 16.80 17.00 17.20
41 m/z 83.10 49 .60%
T /WA“\wvva\/\J\MJ«V
5000
133 189
‘ 161
o 6 .l“.", “,‘ S R —
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\BF093016\
Data File : BF090317.D

Aca On : 30 Sep 2016 17:08

Operator : UM/SJ

Sample : H5025-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 18 1,19-Eicosadiene Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
16.95 4.59 ng 152812 Perylene-di12 14.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.19-Eicosadiene 278 C20H38 014811-95-1 72
2 Octadecanal 268 C18H360 000638-66-4 50
3 Benzocvclodecene. tetradecahvdro- 194 C14H26 061142-06-1 47
4 E-11(13-MethvD)tetradecen-1-ol a... 268 C17H3202 1000130-80-4 46
5 Tetratriacontyl heptafluorobutyrate 691 C38H69F702 1000351-84-1 43
Abundance Scan 1344 (16.948 min): BF090317.D (-1340) (-) m/z 57.10 100.00%

:

5000
111

283 16.60 16.80 17.00 17.20
m/z 82.10 96.83%

138

152167

193208
ol

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #126192: 1,19-Eicosadiene
55

82

-

41
5000 LA LI L L L L B LB B B
16.60 16.80 17.00 17.20
110 m/z 43.10 67.87%
124
0 2l 138152166180194208222236250 278
S RARARRE LA
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 82
T
9% 16.60 16.80 17.00 17.20
5000 m/z 96.10 60.83%
29
110 24
o 138152166180194208222 220 550
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #56501: Benzocyclodecene, tetradecahydro- e REREE
96 16.60 16.80 17.00 17.20
82 m/z 83.10 59.33%
55
5000 4l
0 2 1101241381521 66180194
1 IIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093016\
Data File : BF090317.D

Aca On : 30 Sep 2016 17:08

Operator : UM/SJ

Sample : H5025-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 19 unknownl7.22 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
17.22 5.35 ng 177993 Perylene-di12 14.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Androst-4-en-3-one. 17-hvdroxv-.... 288 C19H2802 000604-39-7 46
2 Androst-4-en-3-one. 17-hvdroxv-.... 288 C19H2802 000481-30-1 25
3 Cvclohexanecarboxvlic acid. 4-bu... 290 C18H2603 067589-46-2 25
4 4H-Pvran-4-one. 3.5-dimethvl- 124 C7H802 019083-61-5 22
5 5-Ethylcyclopent-1l-enecarboxalde... 124 C8H120 036431-60-4 22
Abundance Scan 1368 (17.223 min): BF090317.D (-1364) (-) m/z 124.10 100.00%
4
5000 f%
17.00 17.20 17.40 17.60
0! m/z 229.20 43.16%
m/z--> 50 100 150 200 250 300 350 400
Abundance #134675: Androst-4-en-3-one, 17-hydroxy-, (10.alpha.,17.be...
124
5000
288 17.00 17.20 17.40 17.60
o 147 046 m/z 43.10 42.41%
203
[o) M— — wil‘\mwlh“‘hlﬂ ‘!“ﬁljf‘”‘. |h“"' HI\ "I i \I L e
m/z--> 50 100 150 200 250 300 350 400
Abundance
124 147
91 17.00 17.20 17.40 17.60
5000 228 288 m/z 57.10 34.01%
55
203
L £ M
L L L L S L UL WL W
m/z--> 50 100 150 200 250 300 350 400
Abundance #136298: Cyclohexanecarboxylic acid, 4-butyl-, 4-methoxyph... R  RREEEEES e
124 17.00 17.20 17.40 17.60
m/z 55.10 29.48%
4 8
0"‘""‘l‘l"”"‘"“l"""l' LY U "??q" LI DAL SR IR SIS SN BN B
m/z--> 50 100 150 200 250 300 350 400 17.00 17.20 17.40 17.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093016\
Data File : BF090317.D

Aca On : 30 Sep 2016 17:08

Operator : UM/SJ

Sample : H5025-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 20 5-Bromo-4-oxo0-4,5,6,7-tetra... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.99 9.90 ng 329524 Perylene-d12 14.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Bromo-4-oxo0-4.5.6.7-tetrahvdro... 216 C6H5BrN202 300574-36-1 68
2 Sesauirosefuran 218 C15H220 039007-93-7 46
3 Bicvclol3.1.1Theptan-3-one. 2-(b... 192 C13H200 1000163-96-1 43
4 3(4H)-Phenanthrenone. 4a.4b.5.6.... 246 C17H260 057684-12-5 38
5 4-(1,3,3-Trimethyl-bicyclo[4.1.0... 206 C14H220 077143-31-8 38

Abundance Scan 1435 (17.988 min): BF090317.D (-1431) (-) m/z 69.10 100.00%

9

%

5000

17.60 17.80 18.00 18.20 18.40
m/z 95.10 92.56%

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #74466: 5-Bromo-4-0x0-4,5,6,7-tetrahydrobenzofurazan

-

17.I60 17.I80 18.IOO 18.I20 18.I40
m/z 109.10  75.05%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
69 123
A B e
95 17.60 17.80 18.00 18.20 18.40
5000 41 m/z 123.10 69.78%
149 175 218
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #54661: Bicyclo[3.1.1]heptan-3-one, 2-(but-3-enyl)-6,6-dim... A ERmEa mEa S
69 9 17.60 17.80 18.00 18.20 18.40
m/z 81.10 63.01%
0 , LS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 17.60 17.80 18.00 18.20 18.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF093016\
Data File : BF090317.D

Acq On : 30 Sep 2016 17:08

Operator : UM/SJ

Sample - H5025-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092016 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4 .52 13.4 ng 524959 1 6.44 780493 20.0
unknown6 .22 6.22 67.8 ng 2644450 1 6.44 780493 20.0
n-Nonadecanol-1 13.45 9.9 ng 446464 5 13.55 898233 20.0
Nonadecyl pentafl... 14.08 8.6 ng 385137 5 13.55 898233 20.0
Octadecanal 14.49 6.7 ng 224009 6 14.88 665646 20.0
Behenic alcohol 14.66 17.5 ng 581019 6 14.88 665646 20.0
Heneicosane 15.28 8.0 ng 265800 6 14.88 665646 20.0
n-Tetracosanol-1 15.31 7.0 ng 234213 6 14.88 665646 20.0
Oxirane, hexadecyl- 15.89 8.2 ng 271974 6 14.88 665646 20.0
unknown16 .02 16.02 4.3 ng 141646 6 14.88 665646 20.0
unknownl6.14 16.14 8.6 ng 285817 6 14.88 665646 20.0
unknown16 .25 16.25 10.0 ng 333529 6 14.88 665646 20.0
-beta.-Sitosterol 16.46 11.9 ng 395817 6 14.88 665646 20.0
unknownl16 .82 16.82 4.1 ng 135758 6 14.88 665646 20.0
1,19-Eicosadiene 16.95 4.6 ng 152812 6 14.88 665646 20.0
unknownl7.22 17.22 5.3 ng 177993 6 14.88 665646 20.0
5-Bromo-4-oxo0-4,5... 17.99 9.9 ng 329524 6 14.88 665646 20.0
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