LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032415\
Data File : BF077932.D

Acq On = 25 Mar 2015 3:09

Operator : TP/1Z

Sample : G1613-03 5X

Misc :

ALS Vial : 23 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-BF031115.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

1.252 30 32 35 rvB 341193 383506 62.53% 7.478%

1

2 1.390 42 44 52 rvB 50499 72663 11.85% 1.417%
3 1.550 55 58 65 rvB2 11395 25989 4.24% 0.507%
4 1.767 75 77 91 rvB 352953 613284 100.00% 11.959%
5 4.864 346 348 352 rBV 10663 16935 2.76% 0.330%

5.401 392 395 401 rBV 113870 126979 20.70% 2.476%
6.693 505 508 513 rBV 134982 135779 22.14% 2.648%
rBv 150237 150611 24.56% 2.937%
7.116 542 545 547 rBV 269106 243209 39.66% 4.743%
7.299 559 561 564 rBvV 146043 127903 20.86% 2.494%
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11 7.813 603 606 608 rBvV 68025 83146 13.56% 1.621%
12 8.693 680 683 685 rBvV 387946 344004 56.09% 6.708%
13 10.042 798 801 803 rBvV 211916 212609 34.67% 4.146%
14 10.865 871 873 875 rVB 336397 400035 65.23% 7.801%
15 11.836 956 958 961 rBV 100767 100315 16.36% 1.956%

16 12.042 973 976 980 rVB4 4551 7616 1.24% 0.149%
17 12.294 995 998 1002 rBv4 2181 6357 1.04% 0.124%
18 12.602 1023 1025 1027 rVB3 5970 6384 1.04% 0.124%
19 12.694 1031 1033 1035 rBV 457825 446322 72.78% 8.703%
20 12.728 1035 1036 1038 rVB 12479 9260 1.51% 0.181%
21 12.785 1039 1041 1043 rVV3 5083 7318 1.19% 0.143%
22 13.254 1080 1082 1083 rBV2 5578 6337 1.03% 0.124%
23 13.757 1122 1126 1128 rBV4 9829 27606 4_50% 0.538%
24 14.099 1154 1156 1157 rBV 8558 10153 1.66% 0.198%
25 14.202 1163 1165 1167 rVB2 14888 26847 4_.38% 0.524%
26 14.682 1205 1207 1210 rBV 209594 281219 45.85% 5.484%
27 14.888 1223 1225 1227 rBV2 17366 28428 4.64% 0.554%
28 15.974 1317 1320 1322 rBV 417211 480169 78.29% 9.363%
29 17.426 1445 1447 1450 rBv4 46882 91289 14.89%% 1.780%

30 17.666 1466 1468 1471 rBV 344194 473715 T77.24% 9.238%

31 19.197 1600 1602 1606 rVB2 90003 182158 29.70% 3.552%

Sum of corrected areas: 5128145
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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\BF032415\

BF077932.D

25 Mar 2015 3:09

TP/1Z

G1613-03 5X

23 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032415\
Data File : BF077932.D

Acq On = 25 Mar 2015 3:09

Operator : TP/1Z

Sample : G1613-03 5X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115_.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 1 Propane, 2,2-dimethoxy- Concentration Rank 2

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

1.25 31.54 ng 383506 1,4-Dichlorobenzene-d4 7.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 72
2 Pentane, 3-methoxy- 102 C6H140 036839-67-5 9
3 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 9
4 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9
5 1,3-Diaminoguanidine 89 CH7N5 004364-78-7 7

Abundance Scan 32 (1.252 min): BF077932.D (-30) (-) m/z 73.10 100.00%
73
5000 43
89
37 55 100 120 140 160
7AW ] N S O — m/z 43.05 51.94%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 BSEEBESERBESSEBE S
1.00 1.20 140 1.60
a1 89 m/z 89.10 27 .24%
T |'?§'|"??|""| '“?zl T ll"| ""M' TTTpTTrTT
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
73
100 120 140 160
5000 m/z 41.05 10.11%
45
29
39 S 7 101
me> B % % 4 % e b % % o U |
Abundance #8446: 2-Hydroxy-2-methylbutyric acid
7B 1.00 1.20 140 1.60
43 m/z 45.10 7.78%
55
5000
29
5| sllas 61 | e ®
miz--> 10 20 30 40 50 60 70 80 90 100 110 | 100 120 140 1.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032415\
Data File : BF077932.D

Acq On = 25 Mar 2015 3:09

Operator : TP/1Z

Sample : G1613-03 5X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115_.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 5 unknown6.83 Concentration Rank 3

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

6.83 12.39 ng 150611 1,4-Dichlorobenzene-d4 7.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 38
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 4-Chloro-6-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 520 (6.830 min): BFO77932.D (-518) (-) m/z 132.00 100.00%
32
5000
68
w0 s || % ‘ 6.40 6.60 6.80 7.00 7.20
etiepty el e 207 Tm/z 68.10  33.46%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 LN LS R LU A
6.40 6.60 6.80 7.00 7.20
m/z 134.00 31.63%
31 51 ‘
| H | |
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132
6.40 6.60 6.80 7.00 7.20
5000 67 m/z 66.10 20.50%
41 97
53
79 117
mz-> 40 60 80 100 120 140 160 180 200 220 \
Abundance #88584: Amphetaminil N
132 6.40 6.60 6.80 7.00 7.20
m/z 69.10 13.41%
5000
91 105
39 51 65 77 117 146 159 178 208 222
m/z--> 4'0 6|0 8|0 1(')0 120 140 160 180 200 220 640 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032415\
Data File : BF077932.D

Acq On = 25 Mar 2015 3:09

Operator : TP/1Z

Sample : G1613-03 5X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115_.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 Chol-23-ene, (5.beta.)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.43 3.85 ng 91289 Perylene-di12 17.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Chol-23-ene, (5.beta.)- 328 C24H40 054411-82-4 56
2 Carbonodithioic acid, S,S-diphen... 246 C13H100S2 013509-36-9 20
3 (4-Methoxy-benzylidene)-thiazol-... 218 C11H10N20S 091207-44-2 20
4 Disulfide, diphenyl 218 C12H10S2 000882-33-7 14
5 Benzamide, N-[2-(acetyloxy)pheny... 273 C15H12FNO3 173261-83-1 11
Abundance Scan 1447 (17.426 min): BF077932.D (-1445) (-) m/z 81.10 100.00%
43 109 217
149
5000 258
189 239 805353 357 .
17.20 17.40 17.60 17.80
—L m/z 217.20 98.91%
m/z--> 50 100 150 200 250 300 350
Abundance #132004: Chol-23-ene, (5.beta.)-
® @
109
17 287
5000 149 " 17.20 17.40 17.60 17.80
177 257 313 m/z 43.10 97 .62%
| AL T
] Ly N.L.d.,h U S
m/z--> 50 100 150 200 250 300 350
Abundance
109
" 17.20 17.40 17.60 17.80
5000 218 m/z 109.10 92 .69%
o 137
¥ e 155 185 246
m/z--> 50 100 150 200 250 300 350
Abundance #67778: (4-Methoxy-benzylidene)-thiazol-2-yl-amine R ARE mam T e S
217 17.20 17.40 17.60 17.80
58 m/z 55.10 88.65%
5000 100
134
39 77 \ 174
i\nIIH;MIHIHIIIJLIJWISZ!I“\I\I |J|||||||||||||||||| R mm
m/z--> 50 100 150 200 250 300 350 17.20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032415\
Data File : BF077932.D

Acq On = 25 Mar 2015 3:09

Operator : TP/1Z

Sample : G1613-03 5X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115_.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 Guaia-3,9-diene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.20 7.69 ng 182158 Perylene-d12 17.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Guaia-3,9-diene 204 C15H24 000489-83-8 74
2 Naphthalene, decahydro-4a-methyl... 204 C15H24 017066-67-0 53
3 1,4-Dimethyl-8-isopropylidenetri... 204 C15H24 1000140-07-7 53
4 1H-3a,7-Methanoazulene, 2,3,6,7,... 204 C15H24 000560-32-7 52
5 1H-Cycloprop[e]azulene, 1a,2,3,4... 204 C15H24 000489-40-7 50
Abundance Scan 1602 (19.197 min): BF077932.D (-1600) (-) m/z 204.15 100.00%
204
5000
18:80 19.00 19,20 19.40 19.60
m/z 135.10 75.03%
m/z--> 50 100 150 200 250 300 350
Abundance #58648: Guaia-3,9-diene
105 135 161 204
41
5000 LIRS SUNILR BN B
81 18.80 19.00 19.20 19.40 19.60
m/z 69.10 66.16%
6 T ——— — i
m/z--> 50 100 150 200 250 300 350
Abundance
105 204
81 161 18:80 19.00 19,20 19.40 19.60
5000 41 133 m/z 121.10 58.90%
58
m/z--> 50 100 150 200 250 300 350
Abundance #58755: 1,4-Dimethyl-8-isopropylidenetricyclo[5.3.0.0(4,10... A B
204 18.80 19.00 19.20 19.40 19.60
m/z 119.10 57 .05%
5000 o
161
123
41 67 i
..“l“.“‘.”.‘. .h.‘l |||H|t||||| ——— ——r— : A amm e
m/z--> 50 100 150 200 250 300 350 18.80 19.00 19.20 19.40 19.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032415\
Data File : BF077932.D

Acq On = 25 Mar 2015 3:09

Operator : TP/1Z

Sample : G1613-03 5X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115_.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]
Propane, 2,2-dime... 1.25 31.5 ng 383506 1 7.12 243209 20.0
unknown6 .83 6.83 12.4 ng 150611 1 7.12 243209 20.0
Chol-23-ene, (5.b... 17.43 3.9 ng 91289 6 17.67 473715 20.0
Guaia-3,9-diene 19.20 7.7 ng 182158 6 17.67 473715 20.0
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