LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061915\
Data File : BF080084.D

Acq On : 20 Jun 2015 6:28

Operator : TP/1Z

Sample - G2683-01

Misc :

ALS Vial : 31 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-BF061715_.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 4.961 162 164 167 rVB 15941 20735 1.27% 0.176%
2 5.544 213 215 218 rBVY 653454 604738 37.00% 5.137%
3 5.944 247 250 252 rBV 989915 982230 60.09% 8.343%
4 6.344 283 285 287 rBvY 42884 43815 2.68% 0.372%
5 6.561 302 304 312 rBB 19783 26244 1.61% 0.223%

6.927 334 336 339 rBV 1079770 987238 60.39% 8.386%
7.099 349 351 353 rBV 1168237 1074009 65.70% 9.123%
rBB 255738 237355 14.52% 2.016%
7.487 383 385 388 rBV 949681 803611 49.16% 6.826%
7.887 418 420 422 rBvV 731779 629535 38.51% 5.347%
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11 8.619 482 484 487 rBV 384946 329148 20.14% 2.796%
12 9.693 576 578 581 rvB 1318075 1234284 75.51% 10.484%

13 10.082 610 612 614 rBvV 104373 82322 5.04% 0.699%
14 10.390 637 639 642 rBvV 432242 397868 24 .34% 3.379%
15 11.099 699 701 703 rVvB 47854 37267 2.28% 0.317%

16 11.179 706 708 711 rBv2 593739 818582 50.08% 6.953%
17 11.899 768 771 772 rBV 418738 436980 26.73% 3.712%
18 13.156 879 881 883 rvB3 21772 21969 1.34% 0.187%
19 13.408 900 903 905 rBvV 21056 33429 2.05% 0.284%
20 13.556 913 916 918 rBV 1679754 1634642 100.00% 13.885%

21 14.597 1004 1007 1013 rBV 80257 213620 13.07% 1.814%
22 14.791 1021 1024 1026 rBV 499033 515496 31.54% 4_379%

23 15.374 1072 1075 1076 rBV2 13934 20385 1.25% 0.173%
24 15.865 1116 1118 1119 rBV 17399 25713 1.57% 0.218%
25 16.094 1136 1138 1139 rBV 15343 22342 1.37% 0.190%
26 16.197 1144 1147 1149 rVB4 12088 19163 1.17% 0.163%

27 16.631 1182 1185 1188 rBV 373136 520408 31.84% 4._.420%

Sum of corrected areas: 11773128
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061915\
Data File : BF080084.D

Acq On : 20 Jun 2015 6:28

Operator : TP/1Z

Sample - G2683-01

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEMI\BNA_F\METHODS\8270-BF061715.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF080084.D

1500000

7.10

6.93
1000000 5.94 7.49

7.89
5.54

500000
8.62

7.33

4.96 6.34 6.56 A

Y S

T
Time--> 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00
Abundance TIC: BF080084.D

1500000
9.69

1000000

11.18
500000 10.39 11.90

14.79

10.08
| 11. 13161341\7

ob— ,.A. — A e e
Time--> 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00
Abundance TIC: BF080084.D

1500000

1000000

500000 16.63

15.8716120

FF— e T T T T e T e T

I
Time--> 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-BF061715.M Mon Jun 22 13:39:49 2015 Page: 2



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061915\
Data File : BF080084.D

Acq On : 20 Jun 2015 6:28

Operator : TP/1Z

Sample - G2683-01

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.54 50.96 ng 604738 1,4-Dichlorobenzene-d4 7.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32
4 Acetic acid, 1,l1-dimethylethyl e... 116 C6H1202 000540-88-5 17
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 215 (5.544 min): BF080084.D (-213) (-) m/z 43.10 100.00%
a3
59
5000
1o 520 540 560 580
51 69 83 : : ' '
..w”.w””,””w.”“JJ“”W.HWH.WHHJ””“.”“”.“”W.”w m/z 59.10 55.91%
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 UL UL S U
59 520 540 560 580
m/z 101.10 16.81%
15 31 101
‘ \M‘ Ll 51 \‘ 83 Il ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
520 540 560 580
5000 41 m/z 58.10 15.67%
31
69 o
15 51 98
wﬁmﬁwﬁmmmmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester R R aREE A ,
59 5.20 5.40 5.60 5.80

m/z 41.10 8.93%

5000 41

68
1lJ_s0., 126 119

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061915\
Data File : BF080084.D

Acq On : 20 Jun 2015 6:28

Operator : TP/1Z

Sample - G2683-01

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.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 Ethanol, 2-(2-methoxyethoxy)- Concentration Rank 6

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

6.56 2.21 ng 26244 1,4-Dichlorobenzene-d4 7.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 83
2 Ethane, 1,2-dimethoxy- 90 C4H1002 000110-71-4 9
3 Acetic acid, hydroxy-, methyl ester 90 C3H603 000096-35-5 9
4 Carbonic acid, dimethyl ester 90 C3H603 000616-38-6 9
5 Hydrazinecarboxylic acid, methyl... 90 C2H6N202 006294-89-9 9

Abundance Scan 304 (6.561 min): BF080084.D (-302) (-) m/z 45.10 100.00%
45
5000 %9
| 75 90 620 640 660 680
et el e e ey | M/ 5910 50.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8974: Ethanol, 2-(2-methoxyethoxy)-
45
5000 59 AN RN R IR
6.20 6.40 6.60 6.80
75 90 m/z 58.10 23.01%
18 H\‘ ‘ \ T 121
mz-> 10 20 30 ' s'o & 7o 8 90 100 110 130
Abundance
45
SRS ARASERARSERARRE
6.20 6.40 6.60 6.80
5000 m/z 43.10 15.22%
29 60
15 75 %0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2233: Acetic acid, hydroxy-, methyl ester  EEaE e AR
31 6.20 6.40 6.60 6.80
m/z 90.10 13.53%
5000 5o
90
"w"w"“h“"Hﬁ?|'“'J“"w??w'”'l“"w"w'“'l“"l AR SR R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061915\
Data File : BF080084.D

Acq On : 20 Jun 2015 6:28

Operator : TP/1Z

Sample - G2683-01

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.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 unknown7.10 Concentration Rank 1

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

7.10 90.50 ng 1074010 1,4-Dichlorobenzene-d4 7.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12

Abundance Scan 351 (7.099 min): BF080084.D (-349) (-) m/z 132.10 100.00%
132
5000 o8
0 s | % 680 7.00 7.20 7.40
54 - - -
el 88 L s W w/z 68.10 36.77%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 U IS L L I
6.80 7.00 7.20 7.40
m/z 134.10 32.87%
31 51
'J”WI'HW'l'ﬂP"'IA"I"HI"'W""P"'I”"I'”
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132
680 7.00 720 7.40
5000 67 m/z 66.10 22.69%
41 97
53
79 117
mz-> 40 60 80 100 120 140 160 180 200 220
Abundance #88584: Amphetaminil e  Eaama]
132 6.80 7.00 7.20 7.40
m/z 69.10 14 .00%
5000
91 105
39 51 65 77 | | 117 | 146159 178 208 222
m/z--> 40 60 80 100 120 140 160 180 200 220 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061915\
Data File : BF080084.D

Acq On : 20 Jun 2015 6:28

Operator : TP/1Z

Sample - G2683-01

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.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 Trichloroacetic acid, penta... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

14.60 8.29 ng 213620 Chrysene-di2 14.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 93
2 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
3 1-Octadecanol 270 C18H380 000112-92-5 90
4 1-Nonadecene 266 C19H38 018435-45-5 90
5 1-Pentadecanol 228 C15H320 000629-76-5 90

Abundance Scan 1007 (14.597 min): BF080084.D (-1004) (-) m/z 57.10 100.00%

3
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-

14.20 14.40 14.60 14.80 15.00
m/z 43.10 97.50%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #148859: Trichloroacetic acid, pentadecyl ester
43 57

83

-

14.20 14.40 14.60 14.80 15.00
m/z 55.10 95.05%

5000

12

5
139153167182 210

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

43 57

-

83 e e s
97 14.20 14.40 14.60 14.80 15.00

5000 m/z 83.10 91.50%
29 111

125
139153167182196210224 252 280
ﬁﬁwﬁw"nﬁwﬁwﬁwﬁmﬁw
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

:

Abundance #100813: 1-Octadecanol B L B
43 57 14.20 14.40 14.60 14.80 15.00
m/z 69.10 83.42%
5000
29
125

i 117183 1631821610224 252
S EEaa R B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.20 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061915\
Data File : BF080084.D

Acq On : 20 Jun 2015 6:28

Operator : TP/1Z

Sample - G2683-01

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.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... 5.54 51.0 ng 604738 1 7.33 237355 20.0
Ethanol, 2-(2-met... 6.56 2.2 ng 26244 1 7.33 237355 20.0
unknown7 .10 7.10 90.5 ng 1074010 1 7.33 237355 20.0
Trichloroacetic a... 14.60 8.3 ng 213620 5 14.79 515496 20.0
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