LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052915\
Data File : BF079587.D

Acq On : 30 May 2015 6:08

Operator : TP/1Z

Sample - G2408-06

Misc :

ALS Vial : 27 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF052615.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 height area % max. total
1 1.553 31 32 40 rVV 658245 1072510 11.94% 3.159%
2 1.655 40 41 89 rvB 3633625 8981886 100.00% 26.454%
3 4.661 302 304 312 rBvY 57789 106159 1.18% 0.313%
4 5.222 351 353 368 rBV 1391065 1733401 19.30% 5.105%
5 6.547 467 469 477 rBV 1702331 1800400 20.04% 5.303%
6 6.662 477 479 482 rBV 1635620 1876792 20.90% 5.528%
7 6.947 502 504 507 rBV 574429 541982 6.03% 1.596%
8 7.130 518 520 523 rBV 1403077 1455884 16.21%  4.288%
9 7.656 563 566 568 rBY 816926 1113532 12.40% 3.280%
10 8.525 640 642 645 rBY 811193 760132 8.46% 2.239%

11 9.873 758 760 763 rBV 2391124 2219016 24.71% 6.536%
12 10.388 803 805 808 rBvV 307687 276526 3.08% 0.814%
13 10.685 829 831 834 rBV 594811 784121 8.73% 2.309%
14 11.668 915 917 920 rBV 1324532 1375388 15.31% 4_.051%
15 12.525 989 992 993 rBV 752226 793626 8.84% 2.337%

16 12.548 993 994 997 rvv 259178 254969 2.84% 0.751%
17 13.279 1053 1058 1064 rBv4 74569 163907 1.82% 0.483%
18 14.022 1121 1123 1125 rBV 416669 435267 4._.85% 1.282%
19 14.297 1144 1147 1149 rBvV 438751 459868 5.12% 1.354%
20 14.514 1163 1166 1169 rBV 2049590 2134052 23.76% 6.285%

21 15.165 1221 1223 1224 rBV 148960 193556 2.15% 0.570%
22 15.691 1265 1269 1274 rBV 228631 366302 4.08% 1.079%
23 15.794 1274 1278 1280 rBV2 870874 1191647 13.27% 3.510%
24 15.828 1280 1281 1282 rVV 175438 142862 1.59% 0.421%
25 15.863 1282 1284 1286 rVV2 80703 129055 1.44% 0.380%

26 16.057 1299 1301 1303 rVVv2 51183 96186 1.07% 0.283%
27 16.103 1303 1305 1313 rVB2 90723 177355 1.97% 0.522%
28 16.446 1333 1335 1338 rVV3 34537 96068 1.07% 0.283%

29 16.503 1338 1340 1343 rVV 94160 141996 1.58% 0.418%
30 16.880 1370 1373 1377 rBV2 62566 124555 1.39% 0.367%

31 16.948 1377 1379 1383 rVB 85674 139032 1.55% 0.409%
32 17.063 1386 1389 1396 rBV 214091 525109 5.85% 1.547%
33 17.268 1405 1407 1411 rBV3 65302 190422 2.12% 0.561%
34 17.383 1414 1417 1420 rVB 105568 167096 1.86% 0.492%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052915\
Data File : BF079587.D

Acq On : 30 May 2015 6:08

Operator : TP/1Z

Sample - G2408-06

Misc :

ALS Vial : 27 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052615.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 17.440 1420 1422 1425 rBV 212241 249303 2.78% 0.734%
36 17.497 1425 1427 1430 rBV 598070 885640 9.86% 2.608%
37 18.789 1537 1540 1546 rVB2 115573 249851 2.78% 0.736%
38 18.971 1552 1556 1560 rBvV4 30133 128290 1.43% 0.378%
39 19.154 1570 1572 1577 rVB 99082 190505 2.12% 0.561%
40 19.303 1582 1585 1589 rVV5 42423 118274 1.32% 0.348%

41 19.372 1589 1591 1598 rVB 37047 109884 1.22% 0.324%

Sum of corrected areas: 33952406
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052915\
Data File : BF079587.D

Acq On : 30 May 2015 6:08

Operator : TP/1Z

Sample - G2408-06

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052615.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library C:\DATABASENNISTO2.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052915\
Data File : BF079587.D

Acq On : 30 May 2015 6:08

Operator : TP/1Z

Sample - G2408-06

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052615.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

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

4._.66 3.92 ng 106159 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 5-Hexen-2-one 98 C6H100 000109-49-9 9
3 Diacetamide 101 C4H7NO2 000625-77-4 9
4 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 9
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 9

Abundance Scan 304 (4.661 min): BFO79587.D (-302) (-) m/z 43.00 100.00%
43
59
5000
1 440 460 480 500
83 : : :
...,....,....,....',':...?1..~:I,....,....,.'...,...:,|....,. m/z 59.10 54.83%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R R L RS A
59 440 460 480 5.00
m/z 101.10 18.01%
25 3! 37 | 83 g3
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
440 460 480 500
5000 m/z 58.00 16.55%
55
37 49 65 71 77 83 98
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3942: Diacetamide e AR amma
43 4.40 4.60 4.80 5.00
m/z 41.10 9.50%
5000 59
73
101
28 37 || 51 67 79 86
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052915\
Data File : BF079587.D

Acq On : 30 May 2015 6:08

Operator : TP/1Z

Sample - G2408-06

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052615.M
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 (DEL) Alkane: Straight-Chai... Concentration Rank 2

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

6.66 69.26 ng 1876790 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 479 (6.662 min): BF079587.D (-477) (-) m/z 132.00 100.00%
132
5000 68
96 rrTTTTTTTTT T T T T T T T
40 54 28 06 6.40 6.60 6.80 7.00
e B m/z 68.10 41 _.89%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R I I L
6.40 6.60 6.80 7.00
m/z 134.00 32.32%
31 51
"'I"tmllw'l'l'j?"”l""l"‘W""I""P"'
m/z--> 20 40 6 80 100 120 140 160 180
Abundance
132
640 6.60 6.80 7.00
5000 m/z 66.10 27 .12%
104
14 27 30 51 077 g 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl EEE T A Rmae
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 16.92%
5000 g °
e el rmhl‘ﬁll 158 ..,.1??.
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052915\
Data File : BF079587.D

Acq On : 30 May 2015 6:08

Operator : TP/1Z

Sample - G2408-06

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052615.M
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 unknownl3.28 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.28 4.13 ng 163907 Phenanthrene-d10 12.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 49
2 Benzene, 1,1"-(1,2-propadienylid... 192 C15H12 014251-57-1 25
3 H5H-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 25
4 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 25
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 25
Abundance Scan 1058 (13.279 min): BF079587.D (-1053) (-) m/z 190.10 100.00%
5000
115 129130 13,00 13.20 13.40 13.60
m/z 189.10 93.80%
m'z--> 20 40 60 80 100 120 140 160 180 200
Abundance #49337: 4H-Cyclopenta[def]phenanthrene
190
5000
o4 13.00 13.20 13.40 13.60
m/z 192.10 54 _73%
27 30 50 63 8L | 110122 137 150 163 17g ||
mz> 2 40 60 80 100 10 10 1o 180 20
Abundance
192
13,00 13.20 13.40 13.60
5000 m/z 191.10 48_.99%
165
06 39 51 63 73 83 9% 15 .0 15915 176
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #50635: 5H-Dibenzo[a,d]cycloheptene e ,I\. e
192 13.00 13.20 13.40 13.60
m/z 149.00 24 _.28%
5000
96 165
28 39 51 63 83 7 115 196 139 152 | 176 || 0
mz-> 20 4'0 6|0 8|0 100 150 14'10 160 180 200 13.00 13.20 13.40 13.60

8270-BF052615.M Mon Jun 01 19:38:35 2015 Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052915\
Data File : BF079587.D

Acq On : 30 May 2015 6:08

Operator : TP/1Z

Sample - G2408-06

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052615.M
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 9-Octadecenamide, (Z)- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.17 3.25 ng 193556 Chrysene-di12 15.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO0 000301-02-0 91
2 7-Nonenamide 155 C9H17NO 090949-53-4 78
3 Hexadecanamide 255 C16H33NO 000629-54-9 78
4 Decanamide- 171 C10H21NO 002319-29-1 64
5 Dodecanamide 199 C12H25N0 001120-16-7 64
Abundance Scan 1223 (15.165 min): BF079587.D (-1221) (-) m/z 59.05 100.00%
59
5000
41
B
126 14.80 15.00 15.20 15.40
154
..,....',“!..-'J . 193 221238 264281 306 /7 72 08 67 710
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #106874: 9-Octadecenamide, (2)-
59
5000 L U UL UL UL B
14,80 15.00 15.20 15.40
41 m/z 55.10 38.88%
18 | | 8398114 13 154169184199 220 238 264771
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
59
14:80 15.00 15,20 15.40
5000 m/z 41.10 30.02%
44
29 81 08 126 155
wﬁwﬁﬁmmﬁwwmmmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #91513: Hexadecanamide L e B
59 14.80 15.00 15.20 15.40
m/z 43.05 24 _54%
5000
43
27 |y, %8 114 a4 170195212227 255
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14,80 15.00 15.20 1540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052915\
Data File : BF079587.D

Acq On : 30 May 2015 6:08

Operator : TP/1Z

Sample - G2408-06

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052615.M
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 Dichloroacetic acid, heptad... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.69 6.15 ng 366302 Chrysene-d12 15.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid, heptadecyl ... 366 C19H36CI1202 1000282-98-2 93
2 1-Tetracosanol 354 C24H500 000506-51-4 91
3 Heptafluorobutyric acid, n-penta... 424 C19H31F702 1000216-79-3 90
4 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 90
5 1-Octadecanol 270 C18H380 000112-92-5 87
Abundance Scan 1269 (15.691 min): BF079587.D (-1265) (-) m/z 57.10 100.00%

(7]

7 83

5000

:

234 e e e R EAREE R
15.40 15.60 15.80 16.00

m/z 43.05 91.40%

139 163 189 209

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
7 8

3

5000

15.40 15.60 15.80 16.00
m/z 55.10 89.89%

29

139 168 191210 238 265 295

E

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
43
N R s S
15.40 15.60 15.80 16.00
5000 83 m/z 83.10 88.57%
18 111
66 140 168 196 238 266 308 336
mﬁrmmmﬁm‘m‘wrmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #160783: Heptafluorobutyric acid, n-pentadecyl ester ST
43 15.40 15.60 15.80 16.00

m/z 69.10 79 .59%

5000

3

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 15.40 15. 60 15. 80 16. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052915\
Data File : BF079587.D

Acq On : 30 May 2015 6:08

Operator : TP/1Z

Sample - G2408-06

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052615.M
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 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.10 2.98 ng 177355 Chrysene-d12 15.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 86
2 Hexadecane 226 C16H34 000544-76-3 86
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 46
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 41
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 41
Abundance Scan 1305 (16.103 min): BF079587.D (-1303) (-) m/z 57.10 100.00%
57
217
5000
4 113 302 T B B
31 151 169 189 239 258574 15.80 16.00 16.20 16.40
.”“.JLJ : m/z 71.10 62.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #82606: Heptadecane
57
5000 85 AR AR AR ARRE
15.80 16.00 16.20 16.40
4 m/z 43.05 61.85%
1 \‘ ‘\ ‘ H Il il 1]\-3 14\'1 ! 169 197 24\.0
m/z--> 20 45 éo 80 100 150 140 160 180 200 220 240 260 280 300 320
Abundance
57
15.:80 16.00 16,20 16.40
5000 a5 m/z 217.10 54 _69%
41
18 113 141 169 197 226
Wmmmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #115581: Heptadecane, 2,6,10,15-tetramethyl- R B e e
57 15.80 16.00 16.20 16.40

m/z 85.10 51.93%

5000 85
4
‘ 113 14

183 211 239 267 296

B e R AE ALan R e e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15.80 16. 00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052915\
Data File : BF079587.D

Acq On : 30 May 2015 6:08

Operator : TP/1Z

Sample - G2408-06

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052615.M
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 Hexadecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.50 2.38 ng 141996 Chrysene-di12 15.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 Ethanol, 2-(octadecyloxy)- 314 C20H4202 002136-72-3 80
3 Tritetracontane 605 C43H88 007098-21-7 64
4 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 64
5 Heptadecane 240 C17H36 000629-78-7 58
Abundance Scan 1340 (16.503 min): BF079587.D (-1338) (-) m/z 57.10 100.00%
57
5000
97
a2 e
141 179 16.20 16.40 16.60 16.80
,,L“, e 2818 e W/Zz 43.10  66.49%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #73963: Hexadecane
57
5000 USSR SRR SRR B
16.20 16.40 16.60 16.80
m/z 71.10 59.79%
2\ M i J i 183 226
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
16.20 16.40 16.60 16.80
5000 m/z 85.10 52 .39%
97
27 127 169 224 2835,
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172667: Tritetracontane e B
57 16.20 16.40 16.60 16.80
m/z 55.10 38.73%
5000
97
| 127 169 211 253 295 337 379 421 463 505 547 604
mz-> 0 50 100 1&'30 200 250 300 350 400 450 500 550 600 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052915\
Data File : BF079587.D

Acq On : 30 May 2015 6:08

Operator : TP/1Z

Sample - G2408-06

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052615.M
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 Octacosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.88 2.81 ng 124555 Perylene-d12 17.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 70
2 Octacosane 394 C28H58 000630-02-4 58
3 Heneicosane 296 C21H44 000629-94-7 53
4 Pentacosane 352 C25H52 000629-99-2 53
5 Eicosane, 2-methyl- 296 C21H44 001560-84-5 52

Abundance Scan 1373 (16.880 min): BF079587.D (-1370) (-) m/z 57.10 100.00%

g7

5000

16.60 16.80 17.00 17.20
m/z 71.10 68.56%

113 141 167 193

m/z--> 50 100 150 200 250 300 350
Abundance #73968: Hexadecane
57
5000 85 IIIIIIIIIIIIIIIIIIIIIII
16.60 16.80 17.00 17.20
m/z 43.10 53.49%
113
29 I \‘ \‘ 1 14\.1 169 197 2%6
T T T T
m/z--> 50 100 150 200 250 300 350
Abundance
57
R IR R R
16.60 16.80 17.00 17.20
5000 85 m/z 85.10 50.25%
29 13 14
169 197 225 253 281 309 337 365 394
T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #115570: Heneicosane R n R T
57 16.60 16.80 17.00 17.20
m/z 254.10 30.02%
85
5000
29 113
Ly 241 169 197 205 253 296
L e B

T
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\BF052915\
Data File : BF079587.D

Acq On : 30 May 2015 6:08

Operator : TP/1Z

Sample - G2408-06

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052615.M
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 Squalene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.95 3.14 ng 139032 Perylene-d12 17.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Squalene 410 C30H50 007683-64-9 91
2 1,5,9-Undecatriene, 2,6,10-trime... 192 C14H24 062951-96-6 90
32,6,10,14,18,22-Tetracosahexaene... 410 C30H50 000111-02-4 83
4 4,9,13,17-Tetramethyl-4,8,12,16-... 316 C22H360 056882-09-8 74
5 2,6,10-Dodecatrien-1-ol, 3,7,11-... 264 C17H2802 004128-17-0 72
Abundance Scan 1379 (16.948 min): BF079587.D (-1377) (-) m/z 69.05 100.00%
69
. sA\-W__v_qukJL~,~_/\ﬂ._
4l LN SRR DU I
16.60 16.80 17.00 17.20
203
I 11 FEr ,1??9.17.9. 8226 2 82 | m/z 81.10 49.42%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158504: Squalene
69
5000, 4t AU SR SRR
16.60 16.80 17.00 17.20
m/z 41.05 24 _.67%
9% 137
L I H 17" M‘16l 191 217 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
41 16.60 16.80 17.00 17.20
5000 m/z 95.10 11.78%
el L dfvﬁ,gv»wvn,«j\Vﬂm\def\wNv
m/z--> 50 100 150 200 250 300 350 400
Abundance #158519: 2,6,10,14,18,22-Tetracosahexaene, 2,6,10,15,19,23... L e ML m e o
69 16.60 16.80 17.00 17.20
m/z 68.10 10.25%
5000
41
% 121 149
Lyl 70T 175 203 231 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400 16.60 16.80 17.00 17.20

8270-BF052615.M Mon Jun 01 19:38:40 2015 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052915\
Data File : BF079587.D

Acq On : 30 May 2015 6:08

Operator : TP/1Z

Sample - G2408-06

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052615.M
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 Tetratetracontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.27 4_.30 ng 190422 Perylene-d12 17.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Tetratetracontane 619 C44H90 007098-22-8 90
3 Tetratriacontane 479 C34H70 014167-59-0 87
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
5 Heneicosane 296 C21H44 000629-94-7 87

Abundance Scan 1407 (17.268 min): BF079587.D (-1405) (-) m/z 57.10 100.00%

5000

17.00 17.20 17.40 17.60

155 207 258 300 m/z 71.10 72.05%

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #73965: Hexadecane
57

5000 e
17.00 17.20 17.40 17.60

m/z 43.10 58.61%

26 | “Jg? 141 183 226

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

57

17.00 17.20 17.40 17.60
5000 m/z 85.05 51.02%

97
26 141 183 225 267 309 351 393 435 491 535 574 617

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

Abundance #167078: Tetratriacontane LA mames S
57 17.00 17.20 17.40 17.60
m/z 41.10 20.49%
5000
99
15] | j 141 183 225 267 311 367 410
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 17.00 17. 20 17. 40 17.60

8270-BF052615.M Mon Jun 01 19:38:41 2015 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052915\
Data File : BF079587.D

Acq On : 30 May 2015 6:08

Operator : TP/1Z

Sample - G2408-06

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052615.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 14 Benzo[e]pyrene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.38 3.77 ng 167096 Perylene-di12 17.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 96
2 Perylene 252 C20H12 000198-55-0 95
3 Benzo[k]fluoranthene 252 C20H12 000207-08-9 90
4 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 76
5 Benzo[a]pyrene 252 C20H12 000050-32-8 62
Abundance Scan 1417 (17.383 min): BF079587.D (-1414) (-) m/z 252.10 100.00%
252
5000
125 17.00 17.20 17.40 17.60 17.80
224
ol 41 57 74 99 148 173 200 269 300316 m/z 250.10 59_36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #89816: Benzo[e]pyrene
5000
17.00 17.20 17.40 17.60 17.80
125 m/z 253.10 17 .85%
50 74 99 .| 146 174 200 224 MH
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
252
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rh
17.00 17.20 17.40 17.60 17.80
5000 m/z 125.00 11.56%
125
17 39 74 99 150 174 200 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #89823: Benzo[K]fluoranthene R e e
252 17.00 17.20 17.40 17.60 17.80
m/z 126.00 9.03%
5000
126
74 99 , | 200 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 17.00 17.20 17.40 17.60 17.80

8270-BF052615.M Mon Jun 01 19:38:42 2015 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052915\
Data File : BF079587.D

Acq On : 30 May 2015 6:08

Operator : TP/1Z

Sample - G2408-06

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052615.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 15 Eicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.97 2.90 ng 128290 Perylene-d12 17.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 53
2 Hexadecane 226 C16H34 000544-76-3 25
3 Nonadecane 268 C19H40 000629-92-5 25
4 Heneicosane 296 C21H44 000629-94-7 11
5 Heptadecane 240 C17H36 000629-78-7 11
Abundance Scan 1556 (18.971 min): BF079587.D (-1552) (-) m/z 57.05 100.00%
57
85
5000

343 18.60 18.80 19.00 19.20
m/z 71.10 57.22%

4 162 194211559 250

T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #107652: Eicosane
57
5000 |||||||||||||||||||
4 85 18.60 18.80 19.00 19.20
m/z 85.10 52.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
R A e e e o e
18.60 18.80 19.00 19.20
5000 85 m/z 43.10 44 .73%
29 113 941 169 197 226
mm‘mwﬁmwwwﬁvﬁwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #99477: Nonadecane R R RS
57 18.60 18.80 19.00 19.20
m/z 267.10 31.16%
5000 85
4

I !
|||||||||||||||||||||||||||||||||||||||||||||||||| T[T AT [T T T[T T[T T TTT LI L L L L L LB LB O

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 18. 60 18 80 19. OO 19.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052915\
Data File : BF079587.D

Acq On : 30 May 2015 6:08

Operator : TP/1Z

Sample - G2408-06

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF052615.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 16 unknown19.30 Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
19.30 2.67 ng 118274 Perylene-di12 17.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Benzopyrazine, 1,2,3,4-tetrahydr... 303 C16H21N303 342390-29-8 27
2 Benzofurane-2-carbohydrazide, N2... 314 C20H14N202 351211-62-6 14
3 N-Methyl-4-o0x0-4,N-diphenyl-buty... 267 C17H17NO2 181872-71-9 14

4 3-Quinolinol l1l-oxide 161 C9H7NO2 059953-98-9 14
5 p-Acrylotoluidide 161 C10H11NO 007766-36-1 14
Abundance Scan 1585 (19.303 min): BF079587.D (-1582) (-) m/z 145.10 100.00%
5
303
5000
329 381 g4
355 19.00 19.20 19.40 19.60
m/z 107.10 86.61%
mz--> 0 50 100 150 200 250 300 350 400
Abundance #119125: Benzopyrazine, 1,2,3,4-tetrahydro-1-morpholin-4-y...
260 303
173
5000 145 LI L B N LN
201 19.00 19.20 19.40 19.60
4 119 m/z 161.10 80.74%
70 92 ‘ ‘
PR or I 8 < N O
mz--> 0 50 100 150 200 250 300 350 400
Abundance
145
89 e B B
19.00 19.20 19.40 19.60
5000 m/z 43.10 75.28%
63 115
314
%9 168 500 229 255
B LA B e s o o
mz--> 0 50 100 150 200 250 300 350 400
Abundance #98633: N-Methyl-4-oxo-4,N-diphenyl-butyramide T
107 19.00 19.20 19.40 19.60
77 m/z 163.10 69.31%
5000 161
51
27 133
“ (W ! I 190 267
T L o e o L B e e o B N B e B B
mz--> 0 50 100 150 200 250 300 350 400 19.00 19.20 19.40 19.60

8270-BF052615.M Mon Jun 01 19:38:43 2015
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052915\
Data File : BF079587.D

Acq On : 30 May 2015 6:08

Operator : TP/1Z

Sample - G2408-06

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052615_.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 .66 3.9 ng 106159 1 6.95 541982 20.0
(DEL) Alkane: Str... 6.66 69.3 ng 1876790 1 6.95 541982 20.0
unknownl13.28 13.28 4.1 ng 163907 4 12.53 793626 20.0
9-Octadecenamide, ... 15.17 3.3 ng 193556 5 15.79 1191650 20.0
Dichloroacetic ac... 15.69 6.2 ng 366302 5 15.79 1191650 20.0
Heptadecane 16.10 3.0 ng 177355 5 15.79 1191650 20.0
Hexadecane 16.50 2.4 ng 141996 5 15.79 1191650 20.0
Octacosane 16.88 2.8 ng 124555 6 17.50 885640 20.0
Squalene 16.95 3.1 ng 139032 6 17.50 885640 20.0
Tetratetracontane 17.27 4.3 ng 190422 6 17.50 885640 20.0
Benzo[e]pyrene 17.38 3.8 ng 167096 6 17.50 885640 20.0
Eicosane 18.97 2.9 ng 128290 6 17.50 885640 20.0
unknown19 .30 19.30 2.7 ng 118274 6 17.50 885640 20.0
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