LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122215\
Data File : BF084013.D
Aca On = 23 Dec 2015 2:53 Instrument :
Operator : UM/SJ gﬁA{s el

- _ lentosampleld :
3?22'6 : 64916-05 20151214MGP209BRV46.5
ALS Vial : 22 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

4.487 208 210 213 rBB 56846 69954 3.55% 0.628%
5.001 253 255 263 rBB 93680 102142 5.18% 0.917%
rBv 431622 588531 29.84% 5.284%
6.476 382 384 386 rBV 252247 354363 17.97% 3.182%
6.601 393 395 397 rBV 1295576 1155999 58.62% 10.379%
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6.830 413 415 417 rBV 262233 240045 12.17% 2.155%
6.990 426 429 431 rBvV 767401 1039796 52.73% 9.336%
7.390 462 464 467 rBvV 762270 734056 37.22% 6.591%
8.110 525 527 530 rBV 384861 336857 17.08% 3.024%
9.196 619 622 624 rBV 1616426 1816383 92.11% 16.308%

=
QO ~NO®

11 9.870 679 681 683 rBv 364290 382228 19.38% 3.432%
12 10.659 747 750 752 rBV 1109182 1118623 56.73% 10.044%
13 11.356 809 811 813 rBV 303995 406168 20.60% 3.647%
14 12.934 947 949 952 rBV 1585787 1972001 100.00% 17.706%
15 13.985 1039 1041 1044 rBvV 417671 444352 22.53% 3.990%

16 15.414 1164 1166 1173 rBV 261374 376241 19.08% 3.378%

Sum of corrected areas: 11137739
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122215\

Data File : BF084013.D

Aca On - 23 Dec 2015 2:53

Operator : UM/SJ

ﬁ?gg le 64916-05 20151214MGP209BRV46.5
ALS Vial : 22 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: BF084013.D
1500000
6.60
1000000
6.99 7.39
500000 5.44
6.48 6.83
4.49 5’.\00 ﬂ
- e O S L i B .- -l
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: BF084013.D
9|20 12,93
1500000
10.66
1000000
500000 811
: 9.87
11.36
O ———— — T —— ——T T ——7 —T—TT ——T T —— —
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: BF084013.D
1500000
1000000
500000; 1399
15.41
Ob— ——T ——T ——— ——T —T——T —— ——TT ———T ——TT ——T — T
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:\HPCHEM1I\BNA F\DATA\BF122215\

Data File : BF084013.D

Aca On - 23 Dec 2015 2:53

Operator : UM/SJ

3?22 le G4916-05 20151214MGP209BRV46.5
ALS Vial : 22 Sample Multiplier: 1

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

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.00 8.51 ng 102142 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 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2 001116-98-9 17
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 255 (5.001 min): BF084013.D (-253) (-) m/z 43.10 100.00%
48
59
5000
101
83 460 4.80 5.00 5.20 5.40
1 s B S — m/z 59.10 65.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SRR SRS AR
460 4.80 5.00 5.20 5.40
59 m/z 101.10 27.05%
“ 83 101
0"'v"w'““ﬂ“'Wl‘“?}“'|“§?v"w"“?}“*|“"v"w"“l'“'l“'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520 5.40
5000 M m/z 58.10 16.81%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3993: Morpholine, 4—methy|— LI L L L L B
43 460 4.80 5.00 5.20 5.40
m/z 41.10 9.88%
5000
15 . - 101
0'”P'”P'“P'”P'”P?ﬁP'”P'“PgﬁP'”P'”P”'P”'P”'P“'I DU RS R B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122215\
Data File : BF084013.D

Aca On : 23 Dec 2015 2:53

Operator : UM/SJ

Sample : G4916-05

Misc :

ALS Vial : 22 Sample Multiplier: 1

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

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.60 Concentration Rank 1

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

6.60 96.32 ng 1156000 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 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 9
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 395 (6.601 min): BF084013.D (-393) (-) m/z 132.00 100.00%
5000 68
40 % 620 6.40 6.60 6.80 7.00
54 - - - - -
ol fer | yeus W m/z 68.10 37.17%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A I I UL
6.20 6.40 6.60 6.80 7.00
2 78 m/z 134.00 32.86%
0 ‘ L1 H 1L 1
W""I"'W""I"”I""I"'I""I'”'I""
m/z--> 20 40 80 100 120 140 160 180
Abundance
57 132
74 620 6.40 6.60 6.80 7.00
5000 gg 116 m/z 66.10 24.85%
0 89 | 107 158 189
mz-> 20 40 60 80 100 120 140 160 180
Abundance #13917: Benzene, 1,2,4-trifluoro- R B AR
132 6.20 6.40 6.60 6.80 7.00
m/z 96.10 16.36%
5000 63 g
31 101 112
0.,..‘..‘,..58.‘“‘.‘?2‘ ‘19.2.,‘.‘.1‘.,..« T .
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF122215\

Data File : BF084013.D

Acq On = 23 Dec 2015 2:53

Operator : UM/SJ

3?22 le - 64916-05 20151214MGP209BRV46.5
ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122215_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... 5.00 8.5 ng 102142 1 6.83 240045 20.0
unknown6 .60 6.60 96.3 ng 1156000 1 6.83 240045 20.0
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