LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040717\
Data File : BF094270.D

Aca On : 7 Apr 2017 13:55

Operator : SJ/MA

Sample : 12572-07

Misc :

ALS Vial : 5 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-BF032217.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 1.910 3 4 10 rVB 100295 96449 1.84% 0.219%
2 3.393 233 256 260 rBV2 46669 207704 3.96% 0.472%
3 3.998 354 359 369 rBV 485563 724995 13.81% 1.648%
4 4.387 420 425 428 rBY 3897134 4524240 86.15% 10.285%
5 5.457 601 607 612 rBV2 3438493 5031260 95.81% 11.437%
6 5.592 624 630 633 rBY 4064889 4785456 91.13% 10.879%
7 5.845 668 673 676 rBY 1044021 979326 18.65% 2.226%
8 6.022 698 703 707 rBVY 3348381 3670619 69.90% 8.344%
9 6.498 776 784 787 rBVY 2504590 3110562 59.23% 7.071%
10 7.345 923 928 932 rBVY 1358801 1318532 25.11% 2.997%

11 8.675 1146 1154 1157 rBV 4277409 5251528 100.00% 11.938%
12 9.163 1230 1237 1241 rBV 483598 475028 9.05% 1.080%
13 9.486 1284 1292 1296 rBV 1298232 1465555 27.91% 3.332%
14 10.463 1450 1458 1461 rBV 2455883 2998099 57.09% 6.815%
15 10.663 1487 1492 1502 rVB 76350 108473 2.07% 0.247%

16 11.216 1581 1586 1590 rBV 65378 67968 1.29% 0.155%
17 11.304 1596 1601 1604 rBV 1313023 1410510 26.86% 3.206%
18 11.333 1604 1606 1610 rVB 172642 140607 2.68% 0.320%
19 12.798 1850 1855 1858 rBV 141458 149497 2.85% 0.340%
20 13.068 1897 1901 1906 rVB 156624 158609 3.02% 0.361%

21 13.292 1931 1939 1942 rBV2 3771101 4616767 87.91% 10.495%
22 14.451 2131 2136 2147 rBV 303186 435061 8.28% 0.989%
23 14.557 2149 2154 2158 rBV 1174786 1276897 24.31% 2.903%
24 16.186 2426 2431 2439 rBV 754880 845579 16.10% 1.922%

25 16.703 2515 2519 2523 rBV2 44472 68199 1.30% 0.155%
26 17.156 2592 2596 2604 rVB4 44356 72156 1.37% 0.164%
Sum of corrected areas: 43989676
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040717\
Data File : BF094270.D

Aca On 7 Apr 2017 13:55

Operator : SJ/MA

Sample : 12572-07

Misc :

ALS Vvial : 5 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF032217 .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: BF094270.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040717\
Data File : BF094270.D

Aca On : 7 Apr 2017 13:55

Operator : SJ/MA

Sample : 12572-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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 Butanoic acid Concentration Rank 5

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

3.39 4.24 ng 207704 1,4-Dichlorobenzene-d4 5.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid 88 C4H802 000107-92-6 86
2 Pentanoic acid 102 C5H1002 000109-52-4 39
3 Pentanoic acid. 3-methvl- 116 C6H1202 000105-43-1 33
4 Hvdrazine. 1.1-dimethvl- 60 C2H8N2 000057-14-7 9
5 Propanedioic acid, propyl- 146 C6H1004 000616-62-6 9

Abundance Scan 256 (3.393 min): BF094270.D (-233) (-) m/z 59.95 100.00%
60
5000
i T 300 320 340 3.60 3.80
..,....,....,..?7=|i|“.|..,“?3.'.. SNV NN m/z 73.00 29.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1989: Butanoic acid
60
5000 SRS VAR NS SRR
73 3.00 3.20 3.40 3.60 3.80
27 41 m/z 43.05 21.57%
..,...1.8,...Mw,....w,\.\.w,?%..\..¢?,....§4..8.8,....,....,....,..
m/z--> 10 20 30 40 60 70 80 90 100 110 120
Abundance
60
300 320 340 3.60 3.80
5000 2 m/z 42.00 20.77%
97 41
15 47 53 87 101
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7897: Pentanoic acid, 3-methyl-
60 3.00 3.20 3.40 3.60 3.80
m/z 41.05 20.41%
5000
87
“\h7 saH | 6773 81 | 94101 115
m/z--> 1'0 2'0 3'0 I0 ' 60 7'0 8IO 9'0 1(')0 11'0 12'0 3.00 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040717\
Data File : BF094270.D

Aca On : 7 Apr 2017 13:55

Operator : SJ/MA

Sample : 12572-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.00 14.81 ng 724995 1,4-Dichlorobenzene-d4 5.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
3 1.2-Butanediol. (.+/-.)- 90 C4H1002 026171-83-5 25
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 359 (3.998 min): BF094270.D (-354) (-) m/z 43.00 100.00%
43
59
5000
T 350 380 400 420 4d0
...,....,....,..?7.',':...,??'.-!-,...‘?9,....,5?..,...:,|....,. m/z 59.10 57.77%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 INSEBNAEDE SR SR
59 3.60 3.80 4.00 4.20 4.40
m/z 101.10 20.57%
15 31 101
| 25 7] 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
360 3.80 4.00 4.20 4.40
5000 m/z 58.10 14 .47%
41
29 101
53 73 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #2273: 1,2-Butanediol, (.+/-.)- SN LA L B B
3 59 3.60 3.80 4.00 4.20 4.40
m/z 41.05 9.06%
5000
41
o wml lass e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 3.60 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040717\
Data File : BF094270.D

Aca On : 7 Apr 2017 13:55

Operator : SJ/MA

Sample : 12572-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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 3 unknown5.59 Concentration Rank 1

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

5.59 97.73 ng 4785460 1,4-Dichlorobenzene-d4 5.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 630 (5.592 min): BF094270.D (-624) (-) m/z 132.00 100.00%
5000 68
6 et
40 _ s 75 104 5.20 540 560 5.80 6.00
T ??.l.'....,..5.‘.7,....,.':..,.1.1.5.,....,~'...,... m/z 68.10 40.30%
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 I I L U
5.20 5.40 560 5.80 6.00
78 m/z 134.00 33.49%
1, | 1
2> b B0 b B % 18 1 1 T 14
Abundance
132
520 540 560 580 6.00
5000 67 m/z 66.10 24.26%
41 97
53 2 117
34 60 89 105 124
wwmmmmﬁmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole A e R R
132 5.20 540 5.60 5.80 6.00
m/z 69.10 15.92%
5000
104
66
14 27 37445158 0 7T g9 g7 | 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.0 540 560 580 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040717\
Data File : BF094270.D

Aca On : 7 Apr 2017 13:55

Operator : SJ/MA

Sample : 12572-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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 6 2- Chloropropionic acid, he... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14 .45 6.81 ng 435061 Chrysene-di12 14 .56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2- Chloropropionic acid. hexadec... 332 C19H37CI102 086711-81-1 91
2 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202 1000282-98-2 91
3 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
4 Trifluoroacetic acid. n-heptadec... 324 C17H31F302 1000216-79-2 91
5 Cyclopentadecane 210 C15H30 000295-48-7 90
Abundance Scan 2136 (14.451 min): BF094270.D (-2131) (-) m/z 57.05 100.00%

57

5000

-

14.20 14.40 14.60 14.80
m/z 83.05 98.25%

139 167

208 234

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #133740: 2- Chloropropionic acid, hexadecyl ester
7

-

14.20 14.40 14.60 14.80
m/z 43.05  89.75%

50000 4

139 196 222

168 269 332

miz—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57 83
ekttt
a 14.20 14.40 14.60 14.80
5000 " m/z 55.05 86.61%
25 139 168 191210 238 265 205
mmwwmmm
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
I I I I

Abundance #148859: Trichloroacetic acid, pentadecy! ester R
14.20 14.40 14.60 14.80

m/z 97.05 84 .07%

5000

13955 182 210
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14.20 14.40 14.60 14.80

-
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040717\
Data File : BF094270.D

Acq On > 7 Apr 2017 13:55

Operator : SJ/MA

Sample : 12572-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217 .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]
Butanoic acid 3.39 4.2 ng 207704 1 5.85 979326 20.0
2-Pentanone, 4-hy... 4.00 14.8 ng 724995 1 5.85 979326 20.0
unknown5 .59 5.59 97.7 ng 4785460 1 5.85 979326 20.0
2- Chloropropioni... 14.45 6.8 ng 435061 5 14.56 1276900 20.0
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