LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081384.D

Aca On : 3 Sep 2015 19:12

Operator : UM/I1Z

Sample - PB85376BL

Misc :

ALS Vial : 8 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-BF090115.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 4.422 244 248 259 rBV 602967 903813 50.83% 6.764%
2 4.924 289 292 303 rVB 1097157 1098463 61.78% 8.221%
3 6.033 387 389 392 rBVY 1042199 1011889 56.91% 7.573%
4 6.136 396 398 400 rBVY 1296279 1119122 62.94% 8.376%
5 6.365 416 418 421 rBV 438962 384835 21.64% 2.880%

6.525 429 432 434 rBV 1420665 1281966 72.10% 9.595%
6.947 466 469 471 rBvV 962383 1109002 62.37% 8.300%
7.656 528 531 533 rBvV 560311 500469 28.15% 3.746%
8.742 623 626 628 rBV 1844839 1778161 100.00% 13.308%
9.393 681 683 686 rvVB 416631 513300 28.87% 3.842%

=
QO ~NO®

11 10.182 749 752 754 rBV 730245 692541 38.95% 5.183%
12 10.868 809 812 814 rBV 450244 5563220 31.11% 4.140%
13 12.445 948 950 953 rBV 1371888 1642451 92.37% 12.293%
14 13.474 1037 1040 1042 rBV 401916 481040 27.05% 3.600%
15 14.777 1152 1154 1157 rBV 292124 291130 16.37% 2.179%

Sum of corrected areas: 13361402
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081384.D

Aca On : 3 Sep 2015 19:12

Operator : UM/I1Z

Sample - PB85376BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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: BF081384.D

1500000 6.52
6.14

4.92 6.0
1000000 6.95

4.42 7.66
500000 6.36

sl B A I

Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00
Abundance TIC: BF081384.D
8|74

1500000
12.45

1000000

10.18

500000 9.39 10.87 13.47
14.78

Time--> 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50
Abundance TIC: BF081384.D

1500000

1000000

500000

R B L B B i L s B

!
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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081384.D

Aca On : 3 Sep 2015 19:12

Operator : UM/I1Z

Sample - PB85376BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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.

4.42 46.97 ng 903813 1,4-Dichlorobenzene-d4 6.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 36
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 248 (4.422 min): BF081384.D (-244) (-) m/z 43.10 100.00%
a3
59
5000
101 NS SRR SRR S
4.00 4.20 4.40 4.60 4.80
e 3l 83l eo 8 | “n/z 59.10  58.65%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 SRR SRR SRR S
4.00 4.20 4.40 4.60 4.80
m/z 101.10 14 ._.75%
25 3t 37 | 83 g3 %
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
400 420 440 460 4.80
5000 m/z 58.10 14 .48%
41
29 101
53 73 86
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- e
59 4.00 4.20 4.40 4.60 4.80
m/z 41.10 8.79%
5000
a1 101
15 \\3\1 \H | 53\\\‘\ 69 8\3
mz-> 10 20 30 40 50 60 70 80 90 100 110 | 400 420 440 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081384.D

Aca On : 3 Sep 2015 19:12

Operator : UM/I1Z

Sample - PB85376BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 unknown6.14 Concentration Rank 2

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

6.14 58.16 ng 1119120 1,4-Dichlorobenzene-d4 6.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9

Abundance Scan 398 (6.136 min): BF081384.D (-396) (-) m/z 132.10 100.00%
5000 68
96 AR SRS SRS RN
40 54 28 | 106 5.80 6.00 6.20 6.40
AN W - N | N m/z 68.10  48.29%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R RAREE SRS SRS RN
5.80 6.00 6.20 6.40
m/z 134.10 33.06%
31 51
"'I"tmllw'l'l'j?"”l""l"‘W""I""P"'
m/z--> 20 40 6 80 100 120 140 160 180
Abundance
132
580 6.00 6.20 6.40
5000 m/z 66.10 32.23%
15 28 39 52 83 77 90 104 .
mz-> 20 40 60 80 100 120 140 160 180 \
Abundance #48639: Tranylcypromine-propionyl A AR mam e
57 132 5.80 6.00 6.20 6.40
24 m/z 69.10 19.70%
5000 98 116
— ...,...‘n,m..u“,.nh.,MM..M,..“‘.,...¥5?...., 189 SN A W | GHR—
m/z--> 20 40 60 80 100 120 140 160 180 5.80 6.00 6.20 6.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090315\
Data File : BF081384.D

Acq On : 3 Sep 2015 19:12

Operator : UM/1Z

Sample - PB85376BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_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... 4.42 47.0 ng 903813 1 6.36 384835 20.0
unknown6 .14 6.14 58.2 ng 1119120 1 6.36 384835 20.0
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