LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF053115\
Data File : BF079634.D

Acq On : 31 May 2015 15:46

Operator : TP/1Z

Sample - G2416-30

Misc :

ALS Vial : 6 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 1.530 29 30 38 rBY 596171 1110597 16.67%  4.279%
2 1.633 38 39 67 rvB 3122142 6660501 100.00% 25.663%
3 4_.593 297 298 306 rBvY 46563 93035 1.40% 0.358%
4 5.164 346 348 360 rBvV 1312871 1662187 24.96% 6.404%
5 6.502 463 465 473 rBV 1657733 1762560 26.46% 6.791%
6 6.616 473 475 478 rBV 1835932 1788664 26.85% 6.892%
7 6.902 498 500 503 rBY 306771 319477 4._80% 1.231%
8 7.085 514 516 519 rBV 1084310 1271722 19.09%  4.900%
9 7.610 559 562 564 rBV 1031381 1113704 16.72%  4.291%
10 8.479 636 638 643 rBY 440346 506251 7.60% 1.951%

11 9.828 754 756 759 rBV 1813879 1838508 27.60% 7.084%
12 10.342 799 801 803 rBvV 240809 237767 3.57% 0.916%
13 10.651 825 828 830 rvB 388131 530419 7.96% 2.044%
14 11.622 911 913 916 rBV 1236417 1443647 21.67% 5.562%
15 11.839 930 932 936 rBV 44281 78275 1.18% 0.302%

16 12.479 986 988 989 rBV 568739 555464 8.34% 2.140%
17 12.502 989 990 993 rVvB 168251 191269 2.87% 0.737%
18 13.234 1052 1054 1061 rVB3 61538 141331 2.12% 0.545%
19 13.977 1116 1119 1121 rBV 232899 225066 3.38% 0.867%
20 14.251 1141 1143 1146 rVB 202417 217155 3.26% 0.837%

21 14.354 1149 1152 1156 rVB 57222 83292 1.25% 0.321%
22 14.468 1160 1162 1165 rVB 1618659 1994244 29.94% 7.684%
23 15.645 1263 1265 1271 rBV 189322 326507 4_.90% 1.258%
24 15.748 1271 1274 1276 rBV2 633743 758902 11.39% 2.924%
25 17.028 1382 1386 1392 rBV 85258 211600 3.18% 0.815%

26 17.394 1416 1418 1421 rBV 76478 98139 1.47% 0.378%

27 17.463 1421 1424 1426 rBV 408606 643842 9.67% 2.481%

28 18.731 1533 1535 1541 rBV2 41038 89413 1.34% 0.345%
Sum of corrected areas: 25953538
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF053115\

BF079634.D

31 May 2015 15:46

TP/1Z

G2416-30

6 Sample Multiplier: 1

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

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF053115\
Data File : BF079634.D

Acq On : 31 May 2015 15:46

Operator : TP/1Z

Sample : G2416-30

Misc :

ALS Vial : 6 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 6

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

4._.59 5.82 ng 93035 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Propylamine 59 C3HON 000107-10-8 9
3 Acetamide, N-(aminocarbonyl)- 102 C3H6N202 000591-07-1 9
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 298 (4.593 min): BFO79634.D (-297) (-) m/z 43.00 100.00%
43
59
5000
-
1o 420 440 4.60 4.80 5.00
83 207 : : : : :
0..”,..”4:.JL..”,u.”J..”,...w...w...w...w.u.. m/z 59.10 52.47%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SRR RS L LR
420 4.40 4.60 4.80 5.00
59 m/z 101.10 17-81%
2\7\ Il H 70 83 10‘1
e L L S U S S RIS S S B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
30
420 440 460 480 500
5000 m/z 58.10 16.73%
59
17 41
G L L S U S S B S SN R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4106: Acetamide, N-(aminocarbonyl)- R A R
43 420 4.40 4.60 4.80 5.00
m/z 41.10 10.33%
5000 5o
15 - 70
0% -Jﬂl-“--w-- "I'J"Igg"ﬁo?"'l""l' R S S S
m/z--> 20 40 60 80 100 120 140 160 180 200 420 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF053115\
Data File : BF079634.D

Acq On : 31 May 2015 15:46

Operator : TP/1Z

Sample : G2416-30

Misc :

ALS Vial : 6 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 unknown6.62 Concentration Rank 2

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

6.62 111.98 ng 1788660 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 475 (6.616 min): BF079634.D (-473) (-) m/z 132.00 100.00%
32
5000 68
5 A B maate B
40 . 54 | 75 104 6.20 6.40 6.60 6.80 7.00
o 2 ol A 1A il E S | m/z 68.10 39.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 I IS R L
6.20 6.40 6.60 6.80 7.00
2 78 m/z 134.00 32.77%
38 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 660 6.80 7.00
5000 67 m/z 66.10 25.30%
41 97
53 117
79
ol 34 60 89 | 105 124
Wmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole A EEARE EEmET TR
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 15.45%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
m/z--> 10 20 30 40 55 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00

8270-BF052615.M Tue Jun 02 11:34:23 2015 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF053115\
Data File : BF079634.D

Acq On : 31 May 2015 15:46

Operator : TP/1Z

Sample : G2416-30

Misc :

ALS Vial : 6 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 Eicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.84 2.82 ng 78275 Phenanthrene-d10 12.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Heptadecane 240 C17H36 000629-78-7 86
4 Nonadecane 268 C19H40 000629-92-5 83
5 Tritetracontane 605 C43H88 007098-21-7 83
Abundance Scan 932 (11.839 min): BF079634.D (-930) (-) m/z 57.10 100.00%
57
5000 85
13 147 "' 11/60 11,80 12.00 12.20
ob b bl e e m/z 71.10 70.62%
m/z--> 50 100 150 200 250 300 350
Abundance #107652: Eicosane
57
5000
85 11.60 11.80 12.00 12.20
29 m/z 43.05 64 .43%
ol ;“ ,h. pu e a2
m/z--> 50 100 150 200 250 300 350
Abundance
57
"' 11/60 11,80 12.00 12.20
5000 m/z 85.10 42 .99%
85
0 29 113 141 169 197 225 253 281 323 351 380
m/z--> 55 160 1éo 260 250 360 3éo
Abundance #82608: Heptadecane
57 11.60 11.80 12.00 12.20
m/z 41.05 29.07%
85
5000
29
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 3éo 11.|60 11.|80 12.'00 12.'20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF053115\
Data File : BF079634.D

Acq On : 31 May 2015 15:46

Operator : TP/1Z

Sample : G2416-30

Misc :

ALS Vial : 6 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 6H-Cyclobuta[jk]phenanthrene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.23 5.09 ng 141331 Phenanthrene-d10 12.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 52
2 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 49
3 Benzaldehyde, 3,5-dichloro-2-hyd... 190 C7H4Cl1202 000090-60-8 46
4 5-Bromofuroic acid 190 C5H3Bro3 000585-70-6 22
5 Benzoic acid, 3,4-dichloro- 190 C7H4CI202 000051-44-5 22
Abundance Scan 1054 (13.234 min): BF079634.D (-1052) (-) m/z 189.10 100.00%
149
5000
a3 & ?w
13.00 13.20 13.40 13.60
01 m/z 190.10 97 .04%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #49336: 6H-Cyclobuta[jk]phenanthrene
189
5000
o4 13.00 13.20 13.40 13.60
m/z 192 .05 62 .75%
81 163
o A
LI I UL IURL SULELE WL SN S L S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
190
'~ 13.00 13.20 13.40 13.60
5000 m/z 191.10 54 .13%
94
0 27 39 50 63 81 110122 137 150 163 178
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #49487: Benzaldehyde, 3,5-dichloro-2-hydroxy- et ey A
190 13.00 13.20 13.40 13.60
m/z 73.00 40.55%
5000
28
0 ..%z .P.wj.%ﬁh J:.Z?fgé.‘wy}??}?QM.M,l‘..}ﬁ}..h,...M,.. T e
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF053115\
Data File : BF079634.D

Acq On : 31 May 2015 15:46

Operator : TP/1Z

Sample : G2416-30

Misc :

ALS Vial : 6 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 Phenol, 4,4"-(1-methylethyl.._. Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.35 2.20 ng 83292 Chrysene-di2 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 4,47-(1-methylethylidene... 228 C15H1602 000080-05-7 94
2 Carbanilic acid, p-phenyl- 213 C13H11NO2 004474-53-7 58
3 2,4(1H,3H)-Pyrimidinedione, 1,3-... 228 C9H16N203Si 089447-84-7 53
4 2H,8H-Benzo[1,2-b:3,4-b"]Jdipyran... 228 C14H1203 000523-59-1 53
5 Carbamic acid, [1,1"-biphenyl]-3... 213 C13H11NO2 055030-29-0 50
Abundance Scan 1152 (14.354 min): BF079634.D (-1149) (-) m/z 213.10 100.00%
213
5000
119
65 77 % 107 | 135 1501650 197 | Z° | | 2400 2420 1940 tMe0 |
41 : - - :
ob 83 LT R weaseare 197 |l sz 119.00  25.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75158: Phenol, 4,4'-(1-methylethylidene)bis-
213
5000 LRI AL L I
228 14.00 14.20 14.40 14.60
119 m/z 214.10 15.80%
15 27 39 51 65 77 91 107 L 135 152165 183 107 \
m/z--> 20 4b eb éo 160 120 140 160 180 200 220
Abundance
213
AR AN SRR AR B
14.00 14.20 14.40 14.60
5000 m/z 228.20 14 .96%
167 196
o 51 65 77 98 115 139
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75430: 2,4(1H,3H)-Pyrimidinedione, 1,3-dimethyl-5-[(trime... T .I} R EEE s
213 14.00 14.20 14.40 14.60
m/z 91.10 11.80%
5000
42 3
0 29 || 59 | 85 100113 197 143156 170183 198 | 228
m/z--> 20 40 60 80 160 120 140 160 180 260 220 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF053115\
Data File : BF079634.D

Acq On : 31 May 2015 15:46

Operator : TP/1Z

Sample : G2416-30

Misc :

ALS Vial : 6 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 1-Nonadecene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.65 8.60 ng 326507 Chrysene-di12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 91
2 Trichloroacetic acid, tetradecyl... 358 C16H29C1302 074339-52-9 91
3 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
4 Trichloroacetic acid, pentadecyl... 372 C17H31CI302 074339-53-0 91
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 91
Abundance Scan 1265 (15.645 min): BF079634.D (-1263) (-) m/z 57.05 100.00%
43 83
15 15,40 15.60 15.80 16.00
139153 : : :
N ' 1e7 m/z 55.10 92.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #98171: 1-Nonadecene
43 7
5000 LRI DU LI SUMBULN U
1540 15.60 15.80 16.00
29 125 m/z 43.10 90.11%
ol1s | | 139154168182196210224238 266
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 oo
97 1540 15.60 15.80 16.00
5000 m/z 83.10 88.62%
29 111
125
o 139153168 196 241
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106400: 3-Eicosene, (E)- LI I B L B
15.40 15.60 15.80 16.00
o m/z 69.10 76.56%
B “__J\\Nv\
125
0 139153167182196210224 252 280

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.40 15 60 15. 80 16. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF053115\
Data File : BF079634.D

Acq On : 31 May 2015 15:46

Operator : TP/1Z

Sample : G2416-30

Misc :

ALS Vial : 6 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... 4.59 5.8 ng 93035 1 6.90 319477 20.0
unknown6 .62 6.62 112.0 ng 1788660 1 6.90 319477 20.0
Eicosane 11.84 2.8 ng 78275 4 12.48 555464 20.0
6H-Cyclobuta[jk]p--. 13.23 5.1 ng 141331 4 12.48 555464 20.0
Phenol, 4,4"-(1-m... 14.35 2.2 ng 83292 5 15.75 758902 20.0
1-Nonadecene 15.65 8.6 ng 326507 5 15.75 758902 20.0
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