LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102516\
Data File : BF090828.D

Aca On : 26 Oct 2016 00:43

Operator : UM/SJ

Sample = H5396-07

Misc :

ALS Vial : 21 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-BF102116.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 4.967 249 252 259 rBV 438940 613050 15.84% 1.702%
2 5.390 287 289 292 rBVY 2155677 2767990 71.53% 7.684%
3 6.442 378 381 383 rBVY 2950340 3426932 88.56% 9.514%
4 6.567 389 392 394 rBVY 3537847 3544520 91.60% 9.840%
5 6.796 410 412 423 rBY 1069694 1071700 27.70% 2.975%
6 6.956 423 426 428 rBVY 2726793 2659479 68.73% 7.383%
7 7.367 459 462 464 rBV 1640163 1812231 46.83% 5.031%
8 7.470 469 471 477 rVB 49824 82620 2.14% 0.229%
9 8.087 522 525 527 rBVY 1400863 1340549 34.64% 3.722%
10 9.162 617 619 622 rBY 3876665 3869637 100.00% 10.743%

11 9.562 651 654 656 rBVY 1100694 913176 23.60% 2.535%
12 9.836 676 678 681 rBVY 1651339 1593349 41.18% 4.423%
13 10.282 715 717 718 rVB 66536 57614 1.49% 0.160%
14 10.499 733 736 739 rBV 28979 43542 1.13% 0.121%
15 10.625 745 747 750 rBV2 1847708 2167494 56.01% 6.017%

16 10.751 756 758 765 rVB 105843 139009 3.59% 0.386%
17 11.196 796 797 799 rBV2 49862 51001 1.32% 0.142%
18 11.322 806 808 812 rBV 1471301 1314518 33.97% 3.649%
19 12.796 933 937 945 rBV 613886 854536 22.08% 2.372%
20 12.911 945 947 950 rBV 3512034 3276217 84.66% 9.095%

21 13.128 964 966 970 rvB2 31357 61447 1.59% 0.171%
22 13.814 1023 1026 1030 rBV 298302 344840 8.91% 0.957%
23 13.962 1036 1039 1041 rBV 921411 959720 24.80% 2.664%
24 14.145 1053 1055 1058 rBV2 21770 38726 1.00% 0.108%
25 14.454 1079 1082 1085 rBV 232941 362298 9.36% 1.006%

26 14.808 1111 1113 1116 rVB 48838 58166 1.50% 0.161%
27 14.877 1117 1119 1122 rVB 104921 113333 2.93% 0.315%
28 15.082 1133 1137 1141 rBV2 105850 260254 6.73% 0.723%
29 15.380 1160 1163 1166 rBV 712120 888293 22.96% 2.466%

30 15.608 1181 1183 1187 rVB 61648 85346 2.21% 0.237%
31 15.825 1200 1202 1205 rBV 64016 104537 2.70% 0.290%
32 15.883 1205 1207 1210 rBV3 33502 69474 1.80% 0.193%
33 15.940 1210 1212 1217 rVB2 24293 56502 1.46% 0.157%
34 16.340 1241 1247 1249 rBvV4 18048 76584 1.98% 0.213%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102516\
Data File : BF090828.D

Aca On : 26 Oct 2016 00:43

Operator : UM/SJ

Sample = H5396-07

Misc :

ALS Vial : 21 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-BF102116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 16.568 1264 1267 1272 rVB 68748 131058 3.39% 0.364%

36 16.854 1289 1292 1294 rBV2 28872 58565 1.51% 0.163%
37 16.911 1294 1297 1303 rVVv4 60791 162119 4._.19% 0.450%
38 17.025 1304 1307 1309 rVvVv 28096 65632 1.70% 0.182%
39 17.071 1309 1311 1317 rVB4 32910 74464 1.92% 0.207%
40 17.300 1327 1331 1335 rBV5 33803 96342 2.49% 0.267%
41 17.906 1381 1384 1387 rBV3 27288 76359 1.97% 0.212%
42 18.260 1411 1415 1422 rBV7 22339 81732 2.11% 0.227%

43 19.220 1495 1499 1508 rVB5 56649 195961 5.06% 0.544%

Sum of corrected areas: 36020916
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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\BF102516\

BF090828.D

26 Oct 2016 00:43

UM/SsJ

H5396-07

21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF090828.D

5.39

4.97

\

6.57

6.44
6.96

7.37

6.80

7.47

0
Time-->

T
2.50

3.00

3.50

4.00

4.50

5.00

5.50

6.00

6.50

7.00

7.50

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

8.09

TIC: BF090828.D
16

10.62

9.84
11.32

9.56

10.75

10.2810,5( L\ 11.2

12.91

12.8

13.13

T
Time--> 8.00

8.50

9.50

10.00 10.50 11.00 11.50

9.00

12.00 12.50 13.00 13.50

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

5000003 g1

0

TIC: BF090828.D

13.96

15.38

14.45
14.15 14.48815.08 1561158884  16.3416.57 16891106717.30

17.91 18.26 19.22

Time-->

14.00

14.50 15.00 15.50 16.00 16.50 17.00 17.50

18.00 18.50

19.00

8270-BF102116.

M Wed Oct 26 17:41:30 2016

Page: 3




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102516\
Data File : BF090828.D

Aca On : 26 Oct 2016 00:43

Operator : UM/SJ

Sample = H5396-07

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.97 11.44 ng 613050 1,4-Dichlorobenzene-d4 6.80
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. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Acetone 58 C3H60 000067-64-1 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 252 (4.967 min): BF090828.D (-249) (-) m/z 43.10 100.00%
a3
59
5000
101 S L
83 460 480 500 520 540
o...,....,....,....','::..?.1.~:~.|,...‘??....,.-...,....-,....,....,....,....,...., m/z 59.10 67.49%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 I UL UL LR
59 460 4.80 5.00 5.20 5.40
m/z 101.10 26.32%
15 31 101
0 ‘ 1 N 51 . 83 ‘
LR RS AR RS SRS RERLA RS NN RARLS RS SARSS LS LSS SARS SARRE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 5.20 5.40
5000 M m/z 58.10 18.63%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #208: Acetone T ....
43 460 480 500 520 540

m/z 41.10 8.64%

5000
58
5 97 ‘
\‘ i il

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 500 5.20 540

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102516\
Data File : BF090828.D

Aca On : 26 Oct 2016 00:43

Operator : UM/SJ

Sample = H5396-07

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.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 2 unknown6.57 Concentration Rank 1

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

6.57 66.15 ng 3544520 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 392 (6.567 min): BF090828.D (-389) (-) m/z 132.00 100.00%
5000 68
%6 620 640 6.60 6.80 7.00
40 54 : : : : :
o [ L Weus | m/z 68.10 37.12%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 R R R R
o7 6.20 6.40 6.60 6.80 7.00
- 117 m/z 134.00 34 .23%
0....|.... ‘.“l‘.‘.“l‘ .8.8..|1.0.6..|... e
m/z--> 60 80 100 120 140 160 180
Abundance
132
69 ESREPL AR L SR
104 6.20 6.40 6.60 6.80 7.00
5000 m/z 66.10 22 .94%
31 5l 8
L B S L WL W S L WL
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl R e EEaa
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 96.10 15.07%
5000 og M°
o -‘-“‘. 89 qu\,w 18189 S | G
m/z--> 40 60 80 100 120 140 160 180 6.0 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102516\
Data File : BF090828.D

Aca On : 26 Oct 2016 00:43

Operator : UM/SJ

Sample = H5396-07

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 4 Hexadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.75 2.11 ng 139009 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Dodecane. l1-i1odo- 296 C12H25l1 004292-19-7 90
3 Heneicosane 296 C21H44 000629-94-7 83
4 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 83
5 Undecane, 5,7-dimethyl- 184 C13H28 017312-83-3 80
Abundance Scan 758 (10.751 min): BF090828.D (-756) (-) m/z 57.10 100.00%
57
5000 85
4
113 10.40 10.60 10.80 11.00
0 140 109 m/z 71.10 73.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #73963: Hexadecane
57
5000 85 LN SR
10.40 10.60 10.80 11.00
4 m/z 43.10 59.42%
0 18 \‘ ‘ H\ \‘ I 113 | 141 169 197 226
m/z--> 25 Jo éo éo 160 150 150 1éo 1éo 200 220 240 260 2éo 300
Abundance
57
10,40 10.60 10.80 11.00
5000 85 m/z 85.10 47 .34%
41
ol..26 113,58 155 183
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115570: Heneicosane L a REE T RS
57 10.40 10.60 10.80 11.00
m/z 41.10 27.62%
85
5000
4
113
0 ‘ L [ e a6 197 225 253268 296
m/z--> 25 Jo éo éo 160 150 150 1éo 1éo 200 220 240 260 2éo 300 1040 1060 1080 1100
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102516\
Data File : BF090828.D

Aca On : 26 Oct 2016 00:43

Operator : UM/SJ

Sample = H5396-07

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.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 5 Phenol, 4,4"-(1-methylethyl.._. Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.80 17.81 ng 854536 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.4"-(l-methvlethvlidene... 228 C15H1602 000080-05-7 97
2 2.4(1H.3H)-Pvrimidinedione. 1.3-... 228 C9H16N203Si 089447-84-7 50
3 TrimethvII5-(trimethvisilv)-2-t... 228 C10H20SSi2 017906-71-7 42
4 2H.8H-Benzoll.2-b:3.4-b"1dipvran... 228 C14H1203 000523-59-1 40
5 Carbanilic acid, p-phenyl- 213 C13H11NO2 004474-53-7 38
Abundance Scan 937 (12.796 min): BF090828.D (-933) (-) m/z 213.10 100.00%
5000 J\\A
119 B
20 50 6577 % 107 | 135 10 165 101 100 228 12.40 1260 12.80 13.00 13.20
P e b || M/Z 119.00  21. 34%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75160: Phenol, 4,4'-(1-methylethylidene)bis-
213
5000
12.40 12.60 12.80 13.00 13.20
119 228 m/z 214.10 15.72%
. 51 65 77 N 107 \ 135 152 165 |
mz> 20 40 6 8 100 15 140 160 180 200 2o |
Abundance
213
12.40 12.60 12.80 13.00 13.20
5000 m/z 228.10 15.45%
42 73
0 29 59 84 100111 127 143 156 170 133 198 228
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74641: Trimethyl[5-(trimethylsilyl)-2-thienyl]silane #
213 12.40 12.60 12.80 13.00 13.20
m/z 91.05 11.47%
5000
73
99 228
0 85 | 115 163 183 197 M ‘
mz-> 20 40 60 80 100 @ 140 160 180 ﬁ 220 1240 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102516\
Data File : BF090828.D

Aca On : 26 Oct 2016 00:43

Operator : UM/SJ

Sample = H5396-07

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.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 6 Dichloroacetic acid, heptad... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.81 7.19 ng 344840 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36CH1202 1000282-98-2 93
2 1-Heneicosvl formate 340 C22H4402 077899-03-7 93
3 Trifluoroacetic acid. n-octadecvy... 366 C20H37F302 079392-43-1 91
4 3-Eicosene. (BE)- 280 C20H40 074685-33-9 91
5 Heptafluorobutyric acid, n-penta... 424 C19H31F702 1000216-79-3 91
Abundance Scan 1026 (13.814 min): BF090828.D (-1023) (-) m/z 83.10 100.00%

7

5000 4

3

13.40 13.60 13.80 14.00 14.20
m/z 57.10 93.94%

o 167 191209 230 281 300

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #146886: Dichloroacetic acid, heptadecy! ester
3

%

13.40 13.60 13.80 14.00 14.20
m/z 97.10  87.84%

5000

139 158 191210 238 265 205

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57 83
_rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l'
13.40 13.60 13.80 14.00 14.20
5000 41 111 m/z 69.10 82.30%

139 167 196 222 266 294 329340

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #146922: Trifluoroacetic acid, n-octadecy! ester S o e Rt IR

43 13.40 13.60 13.80 14.00 14.20

m/z 55.10 81.13%
69
5000
97
Lo s e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13. 40 13. 60 13. 80 14. 00 14 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102516\
Data File : BF090828.D

Aca On : 26 Oct 2016 00:43

Operator : UM/SJ

Sample = H5396-07

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.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 Cyclopentadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .45 7.55 ng 362298 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecane 210 C15H30 000295-48-7 94
2 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 91
3 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 91
4 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 91
Abundance Scan 1082 (14.454 min): BF090828.D (-1079) (-) m/z 83.10 100.00%
R SUNILE B UL S
167 14.20 14.40 14.60 14.80
o 122 20 m/z 57.10 97.13%
m/z--> 50 100 150 200 250 300 350 400
Abundance #63051: Cyclopentadecane
55
83
5000 LR SR UL L
1n 1420 14.40 14.60 14.80
29 m/z 97.10 94 .23%
‘M \ ‘ 139 182 210
o.‘..ﬂ N I\ el
m/z--> 50 150 200 250 300 350 400
Abundance
43
6 1420 14.40 14.60 14.80
5000 m/z 69.10 80.14%
97
o 125 154 183 204 252
m/z--> 50 100 150 200 250 300 350 400
Abundance #148859: Trichloroacetic acid, pentadecy! ester L B
4 14.20 14.40 14.60 14.80
83 m/z 55.10 77 .45%
5000
111
o | J‘ A139 182 210
m/z--> 50 100 150 200 250 300 350 400 1420 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102516\
Data File : BF090828.D

Aca On : 26 Oct 2016 00:43

Operator : UM/SJ

Sample = H5396-07

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.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 Oxirane, heptadecyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.88 2.55 ng 113333 Perylene-d12 15.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. heptadecvl- 282 C19H380 067860-04-2 95
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
3 Octadecanal 268 C18H360 000638-66-4 91
4 Tetradecanal 212 C14H280 000124-25-4 87
5 Pentadecanal- 226 C15H300 002765-11-9 83

Abundance Scan 1119 (14.877 min): BF090828.D (-1117) (-) m/z 57.10 100.00%

2

5000
166 187 207 549267 397 14.60 14.80 15.00 15.20
0 m/z 82.10 97.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107629: Oxirane, heptadecy!-
43 82

5000 LA L L L L L LB L
14.60 14. 80 15. OO 15 20
) 110 m/z 43.10 81.08%
0 l, | 166 1942109 236 264282
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43 82
B A R B
14.60 14.80 15.00 15.20
5000 m/z 96.10 66.26%
27 109
59 138
o 166182 208225 250268
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #99447: Octadecanal B R AR RS RN R
43 2 14. 60 14. 80 15. OO 15. 20
m/z 83.10 66.09%
5000

[

o ek -m—
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14.60 14.80 15.00 15.20

125 152168 104 222 2500
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102516\
Data File : BF090828.D

Aca On : 26 Oct 2016 00:43

Operator : UM/SJ

Sample = H5396-07

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.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 9 2- Chloropropionic acid, oc... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.08 5.86 ng 260254 Perylene-di12 15.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2- Chloropropionic acid. octadec... 360 C21H41CI02 088104-31-8 94
2 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 94
3 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
4 1-Nonadecene 266 C19H38 018435-45-5 90
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 90
Abundance Scan 1137 (15.082 min): BF090828.D (-1133) (-) m/z 57.10 100.00%
g7
5000 \//\\JLJ\J\/J\\—
R DA BN SURRURE UL
34153 178,9:215 253 326 355 14.80 15.00 15.20 15.40
ol 195 G m/z 83.10 93.17%
m/z--> 50 100 150 200 250 300 350
Abundance #144923 2- Chloropropionic acid, octadecy! ester
57
5000 i LI B UL SUULLS B
14.80 15.00 15.20 15.40
2 - m/z 97.10 83.87%
139 5
ol H\ il u‘ ,‘\h, L1668 104 224 " Te7 207 360
m/z--> 50 150 200 250 300 350
Abundance
57
83 14,80 15.00 15.20 15.40
5000 m/z 69.10 79.60%
111
29 169 238
o 139 191210 265283
m/z--> 50 100 150 200 250 300 350
Abundance #165992: Heptafluorobutyric acid, n-octadecy! ester e e ERRES BE s
43 14.80 15.00 15.20 15.40
m/z 55.10 72 .30%
69
5000 97
0 | ‘ | J 1125 150169 105 224 252
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102516\
Data File : BF090828.D

Aca On : 26 Oct 2016 00:43

Operator : UM/SJ

Sample = H5396-07

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.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 Heneicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.83 2.35 ng 104537 Perylene-di12 15.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Pentacosane 352 C25H52 000629-99-2 91
Abundance Scan 1202 (15.825 min): BF090828.D (-1200) (-) m/z 57.10 100.00%
57
85
5000
LRI L SO SURIURA S
155 211 15.60 15.80 16.00 16.20
o — S8 248 m/z 71.10 79.84%
m/z--> 50 100 150 200 250 300 350
Abundance #115570: Heneicosane
57
85
5000 LRI IS SULRLL SULLLE B
15 60 15. 80 16. 00 16. 20
m/z 85.10 63.05%
29 113
0 \‘ Al ‘\ “\ ‘hw h‘ H‘ l 1?1 \169 197 225 253 296
m/z--> 55 160 1%0 260 2éo 360 3éo '
Abundance
57
' 15:60 15.80 16.00 16.20
5000 m/z 43.10 47 .15%
85
o 29 113 141 169 197 225 253 281 323 351 380
LI L WL SR UL SN SR SR
m/z--> 50 100 150 200 250 300 350
Abundance #155177: Octacosane Al BT S S
57 15.60 15.80 16.00 16.20
m/z 99.10 22.08%
5000 85
29 113 141
0 | ﬂ 169 197 225 253 281 309 337 365 394
m/z--> 55 100 150 260 2éo 360 3éo ' 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102516\
Data File : BF090828.D

Aca On : 26 Oct 2016 00:43

Operator : UM/SJ

Sample = H5396-07

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.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 Oxirane, hexadecyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.57 2.95 ng 131058 Perylene-di12 15.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 74
2 Oxirane. 2-decvl-3-(5-methvlhexyv... 282 C19H380 029804-22-6 68
3 Hexadecanal 240 C16H320 000629-80-1 64
4 16-Octadecenal 266 C18H340 056554-87-1 64
5 Octadecanal 268 C18H360 000638-66-4 64

Abundance Scan 1267 (16.568 min): BF090828.D (-1264) (-) m/z 57.10 100.00%

82

5000

:

16.20 16.40 16.60 16.80
m/z 82.10 84.07%

137152 173 159203217

265 282
0!

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

Abundance #99459: Oxirane, hexadecyl-

43 82

96

-

5000 29 LA LI L L B L L B B
16.20 16.40 16.60 16.80
110 m/z 43.10 66.09%
124,40
ok, Il L 152166180194208222236250 268
Frerrpre
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
69 I|IIII|IIII|IIII|IIII|I
16.20 16.40 16.60 16.80
5000 m/z 83.10 57.69%
83 97
111 183

0 125 454169 | 197211225239 267282

mewwwﬁwwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #82579: Hexadecanal R L B
16.20 16.40 16.60 16.80

m/z 96.10 54 .95%

:

5000
110

I

124
138152 1664g0 196 222

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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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102516\
Data File : BF090828.D

Aca On : 26 Oct 2016 00:43

Operator : UM/SJ

Sample = H5396-07

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.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 12 unknownl16.91 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

16.91 3.65 ng 162119 Perylene-di12 15.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-3a.7-Methanoazulene. 2.3.6.7.... 204 C15H24 000560-32-7 45
2 (-)-Carvophvllene-(11) 204 C15H24 1000156-13-1 42
3 2H-Cvclopentacvclooctene. 4.5.6.... 204 C15H24 1000221-85-8 38
4 _alpha.-D-Glucopvranoside. methv... 482 C19H4606Si4 002641-79-4 35
5 1,4-Methano-1H-indene, octahydro... 204 C15H24 087064-18-4 27
Abundance Scan 1297 (16.911 min): BF090828.D (-1294) (-) m/z 204.10 100.00%

135 204
55 81
5000 109 189 269 301
161 316
231 253 | 284 "|""|""|A""|"'['\|

30 16.60 16.80 17.00 17.20

0 - m/z 135.10 80.55%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #58887: 1H-3a,7-Methanoazulene, 2,3,6,7,8,8a-hexahydro-1,4...
35

3

5000

I I I I
161 204 16.60 16.80 17.00 17.20
189 m/z 133.10 67.63%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
107 133 161
189 IIIIIIIIIIIIIIIIIIIIIII
81 04 16.60 16.80 17.00 17.20
s000] 41 m/z 81.10 57.10%

57
26

g

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #58786: 2H-Cyclopentacyclooctene, 4,5,6,7,8,9-hexahydro-1,... R R ma AR
16.60 16.80 17.00 17.20
m/z 121.10 56.84%
-~ Wn~»“¢~¢d”ww/\wf/\mwﬂr/vw\
0 e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102516\
Data File : BF090828.D

Aca On : 26 Oct 2016 00:43

Operator : UM/SJ

Sample = H5396-07

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.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 13 unknownl17.30 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.30 2.17 ng 96342 Perylene-d12 15.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Preananetriol 336 C21H3603 027178-64-9 10
2 5-Benzvlcarbamovl-1H-imidazole-4... 273 C14H15N303 312758-83-1 10
3 6-Heptenamide. 2-methvlene-N-phe... 215 C14H17NO 114662-88-3 10
4 Norflurazon 303 C12H9CIF3N30 027314-13-2 9
5 5-0-Tolylcarbamoyl-3H-imidazole-... 273 C14H15N303 313251-31-9 9
Abundance Scan 1331 (17.300 min): BF090828.D (-1327) (-) m/z 43.10 100.00%
43 gL 107 145
173 031
5000 b 213 255 303 329
4 73
i '17.00 17.20 17.40 17.60
(o} m/z 107.05 99 .90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #135582: Pregnanetriol
255
5000 273 LRI SR UL UL B
291 ﬂ%ﬂ%ﬂ@ﬂm
m/z 81.10 93.64%
318
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
107
'17.00 17.20 17.40 17.60
5000 139 m/z 95.10 86.24%
273
167
s 123 201 228245
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #66300: 6-Heptenamide, 2-methylene-N-pheny!l- R MR T
@ g7 17.00 17.20 17.40 17.60
93 m/z 145.05 85.71%
5000
Ol el T
m/z--> ﬁo 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 17.00 17. 20 17. 40 17|60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102516\
Data File : BF090828.D

Aca On : 26 Oct 2016 00:43

Operator : UM/SJ

Sample = H5396-07

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.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 6-Isopropenyl-4,8a-dimethyl... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.22 4.41 ng 195961 Perylene-di12 15.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Isopropenvl-4_ 8a-dimethvl-4a.5... 218 C15H220 086917-79-5 50
2 Cvclohexanone. 2.3.3-trimethvl-2... 206 C14H220 069296-91-9 38
3 4-(1.3.3-Trimethvl-bicvclol4.1.0... 206 C14H220 077143-31-8 38
4 (H)-(2)-Lonaipinane 206 C15H26 1000156-12-3 35
5 5-Bromo-4-o0xo0-4,5,6,7-tetrahydro... 216 C6H5BrN202 300574-36-1 35
Abundance Scan 1499 (19.220 min): BF090828.D (-1495) (-) m/z 69.10 100.00%
69 95 109
123
5000 55 137 205
4l 163 g 281, 273 S
287 18.80 19.00 19.20 19.40
o} m/z 95.10 88.50%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #68220: 6-sopropenyl-4,8a-dimethyl-4a,5,6,7,8,8a-hexahydr...
5000 DU VRN SR BUREL
18.80 19.00 19.20 19.40
. m/z 109.10 85 .84%
0‘
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
123
95 206 TTTTT T T T T T T T T
191 18.80 19.00 19.20 19.40
so00] AL m/z 123.10 68.82%

55 79 109 137
163

:

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

Abundance #60252: 4-(1,3,3-Trimethyl-bicyclo[4.1.0]hept-2-yl)-but-3-... L e e
9 18.80 19.00 19.20 19.40
43 m/z 81.10 66.72%
5000
123 MMN\/\\NW
149163
191
o 177 206

T T T
18.80 19.00 19.20 19.40

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

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102516\
Data File : BF090828.D

Acq On : 26 Oct 2016 00:43

Operator : UM/SJ

Sample - H5396-07

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102116 .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 .97 11.4 ng 613050 1 6.80 1071700 20.0
unknown6 .57 6.57 66.2 ng 3544520 1 6.80 1071700 20.0
Hexadecane 10.75 2.1 ng 139009 4 11.32 1314520 20.0
Phenol, 4,4"-(1-m... 12.80 17.8 ng 854536 5 13.96 959720 20.0
Dichloroacetic ac... 13.81 7.2 ng 344840 5 13.96 959720 20.0
Cyclopentadecane 14 .45 7.5 ng 362298 5 13.96 959720 20.0
Oxirane, heptadecyl- 14.88 2.5 ng 113333 6 15.38 888293 20.0
2- Chloropropioni... 15.08 5.9 ng 260254 6 15.38 888293 20.0
Heneicosane 15.83 2.4 ng 104537 6 15.38 888293 20.0
Oxirane, hexadecyl- 16.57 3.0 ng 131058 6 15.38 888293 20.0
unknownl16.91 16.91 3.6 ng 162119 6 15.38 888293 20.0
unknownl17 .30 17.30 2.2 ng 96342 6 15.38 888293 20.0
6-1sopropenyl-4,8_.. 19.22 4.4 ng 195961 6 15.38 888293 20.0
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