LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010417\
Data File : BF092074.D

Aca On : 4 Jan 2017 18:06

Operator : UM/SJ

Sample : PB95751BL

Misc :

ALS Vial : 3 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-BF122116.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 2.001 9 10 24 rVB 34914 134708 1.78% 0.202%
2 4.116 193 195 201 rBvV 51941 81501 1.08% 0.122%
3 4.813 253 256 267 rVB 1616201 2988180 39.42% 4 .486%
4 5.270 293 296 299 rBVY 4707155 5441609 71.78% 8.169%
5 6.322 385 388 391 rBVY 4786052 5147523 67 .90% 7.728%
6 6.436 395 398 400 rBY 5832638 6013055 79.32% 9.027%
7 6.653 415 417 420 rBV 1622101 2104627 27.76% 3.160%
8 6.813 429 431 434 rBV 4927808 4660685 61.48% 6.997%
9 7.225 464 467 470 rBVY 3332319 4059893 53.56% 6.095%
10 7.945 527 530 532 rBVY 3347351 3248840 42.86% 4.877%

11 9.031 621 625 627 rBV 4925242 7580512 100.00% 11.380%
12 9.693 680 683 685 rBVY 3683463 3538804 46.68% 5.313%
13 10.482 749 752 755 rBV 3940593 4192202 55.30% 6.293%
14 11.168 810 812 815 rVvB2 2866836 3337518 44.03% 5.010%
15 12.757 948 951 954 rBV 5077378 6687385 88.22% 10.039%

16 12.825 954 957 960 rVB 56259 82218 1.08% 0.123%
17 13.362 1002 1004 1007 rVB 75738 103362 1.36% 0.155%
18 13.511 1014 1017 1020 rBV 121929 136091 1.80% 0.204%
19 13.797 1040 1042 1045 rvB2 2550789 3111879 41.05% 4.672%

20 14.151 1070 1073 1078 rBV 70336 77696 1.02% 0.117%
21 14.585 1106 1111 1113 rBV2 45180 82843 1.09% 0.124%
22 14.814 1127 1131 1134 rBV 45107 86378 1.14% 0.130%

23 15.077 1148 1154 1159 rVVv2 54329 207988 2.74% 0.312%
24 15.168 1159 1162 1165 rVV 1832941 2807109 37.03% 4.214%
25 15.214 1165 1166 1175 rVB 107009 139155 1.84% 0.209%

26 15.591 1197 1199 1204 rVB 80937 117714 1.55% 0.177%
27 16.025 1234 1237 1241 rVB 80698 140464 1.85% 0.211%
28 16.528 1278 1281 1289 rVB 49685 129661 1.71% 0.195%

29 17.123 1330 1333 1339 rVB 37029 93483 1.23% 0.140%
30 17.831 1390 1395 1400 rBV5 21751 78610 1.04% 0.118%
Sum of corrected areas: 66611693
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010417\
Data File : BF092074.D

Aca On : 4 Jan 2017 18:06

Operator : UM/SJ

Sample : PB95751BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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: BF092074.D
5000000 597 6.32 6.81

4000000
7.22

3000000

2000000
4.81 6.65

1000000

2.00 4.12 L L

T T
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
Abundance TIC: BF092074.D

5000000 9.03 12.76

10.48
4000000 9.69
7.94
3000000 11.17

2000000

1000000

1p.83 13.38.51

. il A B e e B R e o

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: BF092074.D

5000000

4000000

3000000
13.80

2000000 15.17

1000000

14.15 14.5914.81 15.G8.21  15.59 16.03 16.53 17.12 17.83

O e T

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00

8270-BF122116.M Thu Jan 05 07:23:16 2017 Page: 2



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010417\
Data File : BF092074.D

Aca On : 4 Jan 2017 18:06

Operator : UM/SJ

Sample : PB95751BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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.

4.81 28.40 ng 2988180 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 256 (4.813 min): BF092074.D (-253) (-) m/z 43.00 100.00%
a3
59
5000
T 440 450 480 500 850
...,....,....,....-,'::..?.1.:!,...‘??....,Ei?..,....~,|....,....,....,....,...., m/z 59.10 58.67%
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 USRS U R L
59 440 4.60 4.80 5.00 5.20
m/z 101.00 19.91%
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
440 460 480 5.00 520
5000 M m/z 58.00 15.04%
68
50 126 142
mﬁmﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4330: Butane, 1-ethoxy- e Aas mERE TR
59 440 4.60 4.80 5.00 5.20
31 m/z 41.10 9.42%
5000 41
73
"W'%?'P"'I”"I'“'?}'”I'"W""P'g?l”"%g?”l"'W"'W"'W""I SRARNRARE SARRS NS L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010417\
Data File : BF092074.D

Aca On : 4 Jan 2017 18:06

Operator : UM/SJ

Sample : PB95751BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 unknown6.44 Concentration Rank 1

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

6.44 57.14 ng 6013060 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 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 398 (6.436 min): BF092074.D (-395) (-) m/z 132.00 100.00%
5000 68
| 75 6 620 640 6.60 6.80
54 104 : : :
..,....,....,...:,".'..7,:! ??...' SN -1 S Ml .S | S m/z 68.10 43.38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RN LS I R U
6.20 640 6.60 6.80
78 m/z 134.00 34.11%
b1
mz> 10 % 30 40 50 60 70 80 9 100 110 130 130 140
Abundance
132
620 640 6.60 6.80
5000 m/z 66.00 26.79%
104
66
14 27 37 4451 5 T g9 o7 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #13917: Benzene, 1,2,4-trifluoro- L L L L L L B
132 6.20 6.40 6.60 6.80
m/z 69.10 16.86%
5000 63 o1
88 112
"I”"I?ﬂ'?ﬁ'?ﬁ"'?ﬁ'”'M"'P"'H"lP"}ﬁ%l'lh"l'”'l"” N IR AR R LR L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010417\
Data File : BF092074.D

Acq On : 4 Jan 2017 18:06

Operator : UM/SJ

Sample : PB95751BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .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... 4.81 28.4 ng 2988180 1 6.66 2104630 20.0
unknown6 .44 6.44 57.1 ng 6013060 1 6.66 2104630 20.0
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