LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122215\
Data File : BF084006.D

Aca On : 22 Dec 2015 23:37

Operator : UM/SJ

Sample : 64894-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: 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:\HPCHEM1I\BNA F\METHODS\8270-BF122215.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 heiaht area % max. total
1 2.430 28 30 37 rvB 146298 224976 11.67% 1.718%
2 5.001 253 255 262 rBB 141524 154798 8.03% 1.182%
3 5.436 291 293 296 rBV 649189 727098 37.71% 5.552%
4 6.464 382 383 386 rBV 347758 487154 25.27% 3.720%
5 6.601 392 395 397 rBVY 1562943 1510372 78.34% 11.533%

6.830 413 415 417 rBV 343350 331854 17.21% 2.534%
6.979 426 428 431 rBvV 992273 1375912 71.36% 10.506%
7.390 462 464 467 rBV 1019669 962306 49.91% 7.348%
525 527 530 rBV 543770 469159 24.33% 3.582%
9.196 619 622 624 rBV 1602754 1928017 100.00% 14.722%

=
QOO ~NO®
(00]
=
=
o

11 9.585 654 656 658 rBvV 43602 34192 1.77% 0.261%
12 9.870 678 681 683 rBB 349495 409134 21.22% 3.124%
13 10.305 716 719 721 rBV 21494 20084 1.04% 0.153%
14 10.499 734 736 738 rBV 61500 53574 2.78% 0.409%

15 10.659 747 750 752 rBV 1102738 1171647 60.77% 8.946%
16 10.773 759 760 765 rBV 21490 25536 1.32% 0.195%
17 11.345 809 810 813 rBV 317912 423592 21.97% 3.234%
18 12.933 947 949 952 rBV 1665436 1920045 99.59% 14.661%
19 13.848 1027 1029 1035 rBV 12106 24245 1.26% 0.185%
20 13.985 1039 1041 1044 rBV 489611 466824 24.21% 3.564%

21 15.414 1164 1166 1176 rVB 286153 375993 19.50% 2.871%

Sum of corrected areas: 13096512
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122215\
Data File : BF084006.D

Aca On : 22 Dec 2015 23:37

Operator : UM/SJ

Sample : 64894-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122215_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: BF084006.D
6.60
1500000
7.39
1000000 6.98
5.44
500000
6.46 6.83
2.43 5.00
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF084006.D
9,20 12|93
1500000
10.66
1000000
8.11
500000
9.87 11.34
9.58 10.339:59||10.77
{0 A R S\ | . S 0 U | | B —

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF084006.D

1500000

1000000

500000] 13:98

15.41
13.85
O B e R e

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122215\
Data File : BF084006.D

Aca On : 22 Dec 2015 23:37

Operator : UM/SJ

Sample : 64894-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122215_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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.

5.00 9.33 ng 154798 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Guanidine 59 CH5N3 000113-00-8 43
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 Acetone 58 C3H60 000067-64-1 10
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 255 (5.001 min): BF084006.D (-253) (-) m/z 43.10 100.00%
43
59
5000
101 N
e I| 83 460 4.80 5.00 5.20 5.40 '
) R R SR AN ARAR RRARA RARSA AN AARAN LA RALRS SRS RARRY m/z 59.10 68.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 DU SRS SRR B
460 480 500 520 540
m/z 101.10 28.95%
31 83 g3 101
0'”I”'W”'W“”W'“'P”'P”'P”'P'”P'””””I”'W”'W”'W'“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43 59
460 480 500 520 540
5000 18 m/z 58.10 17.68%
28
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 T REma B EE B
59 460 4.80 5.00 5.20 5.40
m/z 41.10 9.97%
5000 41
68
0 150 . 126 147
m/z--> 10 20 30 4'0 5'0 6|0 70 80 90 100 110 120 150 140 460 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122215\
Data File : BF084006.D

Aca On : 22 Dec 2015 23:37

Operator : UM/SJ

Sample : 64894-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122215_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2 unknown6.60 Concentration Rank 1

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

6.60 91.03 ng 1510370 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 (E)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 12
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 395 (6.601 min): BF084006.D (-392) (-) m/z 132.00 100.00%
5000
68
% 620 640 6.60 6.80 7.00
40 54 . . . . .
ol {8 LS+ m/z 68.10 34.91%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R S IR L
620 6.40 6.60 6.80 7.00
2 78 m/z 134.00 32.93%
0"M'Ml'H'l'l”'l""l'”"l" L A S S
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 620 640 6.60 6.80 7.00
5000 og 116 m/z 66.10 22.83%
0 89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal A e
132 6.20 6.40 6.60 6.80 7.00
m/z 96.10 16.16%
5000 67
97
‘ o ‘ 117
oL ---‘.‘- bl es fa0s | S |
m/z--> 60 80 100 120 140 160 180 620 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122215\
Data File : BF084006.D

Aca On : 22 Dec 2015 23:37

Operator : UM/SJ

Sample : 64894-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122215_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Tributyl phosphate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.50 2.62 ng 53574 Acenaphthene-d10 9.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tributvl phosphate 266 C12H2704P 000126-73-8 83
2 n-Butvl methvlphosphonofluoridate 154 C5H12F02P 000352-63-6 9
3 (.+/-.)-Dethiobiotin 214 C10H18N203 000636-20-4 9
4 trans-Decalin-2-one. 6.6-ethvlen... 210 C12H1803 1000126-93-8 9
5 3,4-Diamino-1,2,4(4H)-triazole 99 C2H5N5 038104-45-9 7
Abundance Scan 736 (10.499 min): BF084006.D (-734) (-) m/z 99.00 100.00%
99
5000
M 155 LN B I SURILE B
57 125137 211 10.20 10.40 10.60 10.80
| i 82 111 |, | | 167 |
O I B S o e e B L m/z 155.00 17.28%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #97593: Tributyl phosphate
99
A
5000 LSRN AR UL BN
10.20 10.40 10.60 10.80
155 m/z 41.10 12.52%
41 57 211
o 29 | 82 111 125137 167 183196 | 223
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance
99
10.20 10.40 10.60 10.80
5000 m/z 57.10 11.11%
41 81
) 27 56 &7 111 125
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #65252: (.+/-.)-Dethiobiotin
99 10.20 10.40 10.60 10.80

m/z 125.00 9.49%
5000

a4
28 | 50 70 82 | 113126 144'7°167 181 199 214

m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.20 10.40 10.60 10.80

o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122215\
Data File : BF084006.D

Acq On : 22 Dec 2015 23:37

Operator : UM/SJ

Sample - G4894-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122215_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 5.00 9.3 ng 154798 1 6.83 331854 20.0
unknown6 .60 6.60 91.0 ng 1510370 1 6.83 331854 20.0
Tributyl phosphate 10.50 2.6 ng 53574 3 9.87 409134 20.0
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