LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040617\
Data File : BF094234.D

Aca On : 6 Apr 2017 17:59

Operator : SJ/MA

Sample : 12537-11

Misc :

ALS Vial : 18 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

3.993 353 358 366 rBvV 581574 742377 19.27% 2.219%
4_387 420 425 428 rBV 3380303 3492975 90.67% 10.442%
rBv 44469 40106 1.04% 0.120%
5.457 601 607 612 rBv2 3009608 3852284 100.00% 11.516%
5.598 626 631 634 rBVY 3545029 3633475 94.32% 10.862%
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6 5.851 670 674 678 rBvV 957173 828301 21.50% 2.476%
7 6.028 699 704 708 rBV 2775953 2791037 72.45% 8.344%
8 6.498 778 784 787 rBV 2072655 2300384 59.71% 6.877%
9 7.045 874 877 884 rBV3 40223 65846 1.71% 0.197%
10 7.351 924 929 933 rBV 1196163 1160194 30.12% 3.468%

11 8.681 1148 1155 1158 rBV 3181914 3604617 93.57% 10.776%
12 9.175 1234 1239 1242 rBV 327183 313638 8.14% 0.938%
13 9.492 1284 1293 1300 rBV2 1289098 1318906 34.24% 3.943%
14 10.086 1390 1394 1398 rVB 85504 74085 1.92% 0.221%
15 10.363 1431 1441 1443 rBV 31784 49510 1.29% 0.148%

16 10.469 1453 1459 1462 rBV 2035349 2373742 61.62% 7.096%
17 10.669 1490 1493 1495 rBV 102441 102028 2.65% 0.305%

18 11.227 1584 1588 1591 rBV 78520 76167 1.98% 0.228%
19 11.316 1598 1603 1607 rBV 1311687 1256869 32.63% 3.757%
20 11.751 1674 1677 1682 rVB 38569 38990 1.01% 0.117%

21 13.298 1934 1940 1943 rBV 2680551 3197365 83.00% 9.558%
22 14.457 2131 2137 2150 rBV 229770 390808 10.14% 1.168%
23 14.562 2150 2155 2159 rBV 965959 981981 25.49% 2.936%
24 15.251 2268 2272 2279 rBVS8 22937 51908 1.35% 0.155%
25 16.192 2427 2432 2436 rBV 599344 713881 18.53% 2.134%

Sum of corrected areas: 33451474
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF040617\

BF094234.D

6 Apr 2017 17:59

SJ/MA

12537-11

18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040617\
Data File : BF094234.D

Aca On : 6 Apr 2017 17:59

Operator : SJ/MA

Sample : 12537-11

Misc :

ALS Vial : 18 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

3.99 17.93 ng 742377 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 53
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 358 (3.993 min): BF094234.D (-353) (-) m/z 43.00 100.00%
43.0
59.1
5000
1011 NS SR AR SR
| | 711 830 | 3.60 3.80 4.00 4.20 4.40
e R RAL A wa S m/z 59.10 59.08%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RN LS LA A R
59.0 360 3.80 4.00 4.20 4.40
0
150 4, ‘ 1010 m/z 101.10 21.46%
"W”tl”“ﬂ'”P“'P”W'”W”'Eiql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
o 350 380 400 450 440
5000 m/z 58.10 15.70%
20.0 101.0
15.0 73.0 85.0
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 T
54.0 3.60 3.80 4.00 4.20 4.40
m/z 41.05 8.79%
5000 41.0
"W"”I'“'I“'jhk'W"hi'“'?gqﬂ"“l'”'l“"v"W%???'”%?%QW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 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\BF040617\
Data File : BF094234.D

Aca On : 6 Apr 2017 17:59

Operator : SJ/MA

Sample : 12537-11

Misc :

ALS Vial : 18 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 unknown5.60 Concentration Rank 1

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

5.60 87.73 ng 3633480 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 16
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 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 631 (5.598 min): BF094234.D (-626) (-) m/z 131.95 100.00%
131.9
5000 68.1
96.1 RS SRS R
401 540 | 850 | 1150 5.20 5.40 560 5.80 6.00
el P e e e m/z 68.10 39.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 R
5000 A R R
5.20 5.40 560 5.80 6.00
310 510 ‘ m/z 134.00 33.31%
'WH'W“'W“JHJ'ww'w'“H'“w'“w'“w'“w'“'w“'l“'w“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
520 540 560 580 6.00
5000 67.0 m/z 66.05 24.17%
41.0 97.0
53.0
79.0 117.0
wwmmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole R RREE EEEaE
132.0 5.20 5.40 560 5.80 6.00
m/z 69.10 15.50%
5000
104.0
120 27.0 390 5.0 80770 400 | 50 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.0 540 560 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040617\
Data File : BF094234.D

Aca On : 6 Apr 2017 17:59

Operator : SJ/MA

Sample : 12537-11

Misc :

ALS Vial : 18 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 4 Trifluoroacetic acid, n-oct... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

14 .46 7.96 ng 390808 Chrysene-di12 14 .56

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetic acid. n-octadecy... 366 C20H37F302 079392-43-1 91
2 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
3 Trichloroacetic acid. tetradecvl... 358 C16H29CI1302 074339-52-9 91
4 Trifluoroacetic acid. n-heptadec... 324 C17H31F302 1000216-79-2 91
5 Heptafluorobutyric acid, n-penta... 424 C19H31F702 1000216-79-3 91

Abundance Scan 2137 (14.457 min): BF094234.D (-2131) (-) m/z 57.05 100.00%

5000

:

14.20 14.40 14.60 14.80
m/z 55.10 97.05%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #146922: Trifluoroacetic acid, n-octadecy! ester
43.0
69.0
5000 UL BN DU B U
14.20 14. 40 14 60 14. 80
m/z 43.05 95.81%
Il I 1250 4540 1830 2040 2520
m/z--> 2|0 4|0 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43.0
69.0 HREULE B ISR B UL
97.0 14.20 14.40 14.60 14.80
5000 m/z 83.05 95.46%

125.0
153.0 196.0 224.0

memwwmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143984: Trichloroacetic acid, tetradecyl ester

83.0

%

14.20 14.40 14.60 14.80
m/z 69.05 92.17%

5000
111.0

5

139.0 168.0 196.0

241.0
e I AEEEaEEEE e mEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.20 14.40 14 60 14. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040617\
Data File : BF094234.D

Acq On : 6 Apr 2017 17:59

Operator : SJ/MA

Sample : 12537-11

Misc :

ALS Vial : 18 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 3.99 17.9 ng 742377 1 5.85 828301 20.0
unknown5 .60 5.60 87.7 ng 3633480 1 5.85 828301 20.0
Trifluoroacetic a... 14.46 8.0 ng 390808 5 14.56 981981 20.0
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