LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF052915\

Data File : BF079588.D

Acg On : 30 May 2015 6:37 Instrument :
Operator : TP/I1Z BNA_F

Sample - G2405-01 ClientSampleld :
Misc : FK-GF-01-016-A
ALS Vial : 28 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 rvVV 516165 849149 10.64% 3.026%
2 1.655 40 41 88 rvB 3305524 7979224 100.00% 28.432%
3 4.661 302 304 311 rBvV 51181 82794 1.04% 0.295%
4 5.222 351 353 371 rBV 1239009 1536920 19.26% 5.476%
5 6.547 467 469 477 rBV 1511171 1601168 20.07% 5.705%
6 6.662 477 479 482 rBV 1495935 1657603 20.77% 5.906%
7 6.947 502 504 507 rBY 571383 543356 6.81% 1.936%
8 7.130 518 520 523 rBV 1202613 1263353 15.83% 4.502%
9 7.656 563 566 568 rBVY 656325 950084 11.91% 3.385%
10 8.525 640 642 645 rBY 795191 742203 9.30% 2.645%

11 9.873 758 760 763 rBV 2043305 1854721 23.24% 6.609%
12 10.388 803 805 808 rBvV 235224 214337 2.69% 0.764%
13 10.685 829 831 834 rVB 606749 781625 9.80% 2.785%
14 11.668 915 917 920 rBV 1122427 1141764 14.31% 4.068%
15 12.525 989 992 993 rBV 711943 777139 9.74% 2.769%

16 12.548 993 994 997 rVB 88983 90259 1.13% 0.322%
17 14.022 1120 1123 1125 rBV 236463 240058 3.01% 0.855%
18 14.297 1145 1147 1149 rVB 216916 228325 2.86% 0.814%
19 14.514 1163 1166 1169 rBV 1878280 1877299 23.53% 6.689%
20 15.131 1218 1220 1223 rBV 321528 438190 5.49% 1.561%

21 15.691 1266 1269 1273 rBV 192397 288898 3.62% 1.029%
22 15.794 1275 1278 1282 rVV 854106 1132987 14.20% 4_037%
23 17.074 1387 1390 1396 rVvVv 123227 291986 3.66% 1.040%
24 17.394 1416 1418 1421 rBV 67397 104344 1.31% 0.372%
25 17.451 1421 1423 1426 rBV 99607 134629 1.69% 0.480%

26 17.508 1426 1428 1431 rBV 598645 917763 11.50% 3.270%
27 18.137 1481 1483 1487 rVB3 63138 119447 1.50% 0.426%

28 18.514 1514 1516 1519 rVB 69733 100349 1.26% 0.358%
29 18.811 1540 1542 1547 rVB2 56492 124428 1.56% 0.443%

Sum of corrected areas: 28064402
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052915\
Data File : BF079588.D

Acq On : 30 May 2015 6:37

Operator : TP/1Z

Sample - G2405-01

Misc :

ALS Vial : 28 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

Abundance TIC: BF079588.D
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3000000

2500000

2000000

1500000

15.79
1000000 1751

500000

17.07 11545 18.14 1851 1881

e T e S

Time--> 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00

8270-BF052615.M Mon Jun 01 19:38:47 2015 Page: 2



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052915\
Data File : BF079588.D

Acq On : 30 May 2015 6:37

Operator : TP/1Z

Sample - G2405-01

Misc :

ALS Vial : 28 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._.66 3.05 ng 82794 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 64
2 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 17
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 9
5 t-Butyl ethyl ether 102 C6H140 1000118-18-4 9

Abundance Scan 304 (4.661 min): BF079588.D (-302) (-) m/z 43.05 100.00%
43
59
5000
101 AR RAREERARRE AR AR
51 | 83 | 4.40 4.60 4.80 5.00
S M 1 RS ST M. /AR HN m/z 59.10 56.53%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 U IR L L R
4.40 4.60 4.80 5.00
59 m/z 101.00 19.30%
21 37| 53 ‘ 67 77 83 a1 ‘1?1
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
a 440 460 480 500
5000 m/z 58.00 17.30%
86
51 69 101
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3092: 5-Hexen-2-one e R Ramm
43 4.40 4.60 4.80 5.00
m/z 41.10 8.84%
5000
55
11 37,] 49 ‘\ 65 71 77 83 98
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 : BF079588.D

Acq On : 30 May 2015 6:37

Operator : TP/1Z

Sample - G2405-01

Misc :

ALS Vial : 28 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 unknown6.66 Concentration Rank 2

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

6.66 61.01 ng 1657600 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 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 Cl10H12 028749-81-7 9
4 4-Chloro-2-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 479 (6.662 min): BF079588.D (-477) (-) m/z 132.00 100.00%
5000 68
6 rrrTTTTTTTT T T T T T T T
40 _ 54 | 75 104 6.40 6.60 6.80 7.00
..,....,....,...:,".'.‘.‘7.,:!..?%:.-.',..':.,..f.‘?,...'.,.':..,.1.1:‘3.,...., b m/z 68.10 42.36%
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 R I I L
6.40 6.60 6.80 7.00
0
31 4 Sﬁ 78 m/z 134.00 32.06%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
640 6.60 6.80 7.00
5000 m/z 66.10 27.19%
104
66
14 27 37 4451 55 T g9 o7 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- EEEE o o A RmaE
132 6.40 6.60 6.80 7.00
m/z 69.05 17.15%
117
5000
39 91
51 g5 ‘
27 77 105
..,....,...‘.,....‘,‘....i‘:‘..5.8,a‘l‘..,...‘:‘,.8.4..‘ ‘..?ﬁa‘a‘..,..ll,.l.zﬁ‘,‘ N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 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 : BF079588.D

Acq On : 30 May 2015 6:37

Operator : TP/1Z

Sample - G2405-01

Misc :

ALS Vial : 28 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 Dichloroacetic acid, heptad... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.69 5.10 ng 288898 Chrysene-d12 15.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid, heptadecyl ... 366 C19H36CI1202 1000282-98-2 95
2 1-Nonadecene 266 C19H38 018435-45-5 94
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
4 2- Chloropropionic acid, octadec... 360 C21H41Cl102 088104-31-8 94
5 1-Heneicosyl formate 340 C22H4402 077899-03-7 91
Abundance Scan 1269 (15.691 min): BF079588.D (-1266) (-) m/z 57.10 100.00%

5000

%

15.40 15.60 15.80 16.00
m/z 83.10 94.07%

234

139 167 195 217

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #146886: Dichloroacetic acid, heptadecy! ester
7 8

%

15.40 15.60 15.80 16.00
m/z 43.10 91.44%

5000

139 168 191210 238 25 295

5

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43 97
69 IIIIIIIIIIIIIIIIIIIIIII
15.40 15.60 15.80 16.00
5000 m/z 55.10 91.30%
125
27 154 182 210 238 266
WWTWTWTWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #152927: Trichloroacetic acid, hexadecy! ester e B RRmES R
4 15.40 15.60 15.80 16.00

69 m/z 97.10 82.75%
5000

125

%

153169 196 224
s
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 1540 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052915\
Data File : BF079588.D

Acq On : 30 May 2015 6:37

Operator : TP/1Z

Sample - G2405-01

Misc :

ALS Vial : 28 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 28-Nor-17.alpha.(H)-hopane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

18.14 2.60 ng 119447 Perylene-di12 17.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 28-Nor-17.alpha.(H)-hopane 398 C29H50 053584-60-4 52
2 Stephabyssine 331 C18H21NO5 036871-84-8 27
3 2-Phenylamino-5,6(4H)dihydro-1,3... 192 C10H12N2S 1000147-35-4 18
4 5-(p-Aminophenyl)-2-thiazolamine 191 C9HON3S 090349-87-4 14
5 2H-1,2,3-Triazole-4-carboxaldehy... 191 C9H6FN30 051306-43-5 12

Abundance Scan 1483 (18.137 min): BF079588.D (-1481) (-) m/z 191.15 100.00%

191

5000

17.80 18.00 18.20 18.40
m/z 81.10 63.03%

m/z--> 50 100 150 200 250 300 350 400
Abundance #156126: 28-Nor-17.alpha.(H)-hopane
191
5000 L LI LI LN L |
109 137 17.80 18.00 18.20 18.40
217 m/z 95.10 55.45%
e | T i
1l | (A Y Y| I L
T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
231
R R R may
17.80 18.00 18.20 18.40
5000 m/z 231.15 52.87%
331
212 258
— T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #50071: 2-Phenylamino-5,6(4H)dihydro-1,3-thiazine R ARRRREEE S
191 17.80 18.00 18.20 18.40
m/z 177.10 51.00%
5000 77
136 163
106 ‘ ‘
O |
— T T T T R R RERE
m/z--> 50 100 150 200 250 300 350 400 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052915\
Data File : BF079588.D

Acq On : 30 May 2015 6:37

Operator : TP/1Z

Sample - G2405-01

Misc :

ALS Vial : 28 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 unknownl1l8.51 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.51 2.19 ng 100349 Perylene-d12 17.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _beta.-iso-Methyl ionone 206 C14H220 1000285-40-2 43
2 2H-1,2,3-Triazole-4-carboxaldehy... 191 C9H6FN30 051306-43-5 32
3 2-Propenoic acid, 3-phenyl-, 1,7... 284 C19H2402 006330-67-2 27
4 Isoquinoline, 1,2,3,4-tetrahydro... 283 C18H21NO2 036646-87-4 25
5 2,4,5,5,8a-Pentamethyl-6,7,8,8a-... 206 C14H220 1000195-40-9 25
Abundance Scan 1516 (18.514 min): BF079588.D (-1514) (-) m/z 131.10 100.00%
3 101
5000
12 53,254 278298 325 358 397 18.20 18.40 18.60 18.80
L Gi2osfl 280 0 B8 R m/z 101,15 81.11%
m/z--> 50 100 150 200 250 300 350 400
Abundance #60190: .beta.-iso-Methyl ionone
191
5000{ 28 RN IR SUNRSN SUNRE
18.20 18.40 18.60 18.80
g5 135 163 m/z 95.10 35.03%
| % |
|||||‘|||“|“:|‘“|‘|‘i||‘|‘|||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400
Abundance
191
109 RN RN SURURN SUNRRE
18.20 18.40 18.60 18.80
5000 82 m/z 69.10 28.10%
57 136
162
mz-> 50 100 150 200 250 300 350 400
Abundance #108947: 2-Propenoic acid, 3-phenyl-, 1,7,7-trimethylbicyc... R R e R REE R
131 18.20 18.40 18.60 18.80
m/z 81.10 26 .46%
5000
109
41 7 153 284
o4y .“‘,H. (L1 A75 — 239 | S— —
m/z--> 50 100 150 200 250 300 350 400 18.20 18.40 18.60 18.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052915\
Data File : BF079588.D

Acq On : 30 May 2015 6:37

Operator : TP/1Z

Sample - G2405-01

Misc :

ALS Vial : 28 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 3.0 ng 82794 1 6.95 543356 20.0
unknown6 .66 6.66 61.0 ng 1657600 1 6.95 543356 20.0
Dichloroacetic ac... 15.69 5.1 ng 288898 5 15.79 1132990 20.0
28-Nor-17.alpha.(... 18.14 2.6 ng 119447 6 17.52 917763 20.0
unknown18.51 18.51 2.2 ng 100349 6 17.52 917763 20.0
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