LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040617\
Data File : BF094229.D

Aca On : 6 Apr 2017 15:40

Operator : SJ/MA

Sample : 12537-06

Misc :

ALS Vial : 13 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

3.981 352 356 370 rVvB 555541 647082 19.26% 2.098%
4_.381 419 424 428 rBV 2903358 2975600 88.56% 9.645%
rvB 33798 34129 1.02% 0.111%
5.457 601 607 616 rVB 2833420 3353447 99.81% 10.870%
5.598 625 631 634 rBVY 2956646 3216686 95.74% 10.427%
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5.851 670 674 678 rBvV 998757 913496 27.19% 2.961%
6.028 699 704 708 rBV 2515600 2389485 71.12% 7.745%
6.498 778 784 787 rBV 1942188 2032331 60.49% 6.588%
7.351 924 929 933 rBV 1324184 1277279 38.02% 4.140%
8.675 1148 1154 1158 rBV 3162069 3359800 100.00% 10.891%

=
QO ~NO®

11 9.169 1234 1238 1242 rBV 328950 323241 9.62% 1.048%
12 9.492 1286 1293 1297 rBV2 1410045 1419097 42.24% 4_.600%

13 9.822 1341 1349 1352 rBvV4 37532 92139 2.74% 0.299%
14 10.086 1391 1394 1398 rVB 62507 58812 1.75% 0.191%
15 10.363 1433 1441 1444 rBV2 26657 43287 1.29% 0.140%
16 10.463 1453 1458 1462 rBV 1962776 2117430 63.02% 6.864%
17 10.669 1490 1493 1496 rBV 80749 93159 2.77% 0.302%
18 11.228 1584 1588 1591 rBV 64620 66055 1.97% 0.214%
19 11.316 1598 1603 1606 rBV 1334440 1347414 40.10% 4._.368%
20 12.810 1854 1857 1862 rVB 45358 49691 1.48% 0.161%
21 13.074 1898 1902 1906 rVB2 29037 35736 1.06% 0.116%

22 13.292 1934 1939 1943 rBV 2677648 2947602 87.73% 9.555%
23 14.457 2133 2137 2148 rBV2 75378 158254 4.71% 0.513%
24 14.563 2150 2155 2159 rBV 1061697 1103731 32.85% 3.578%
25 16.186 2426 2431 2435 rBV 648445 795049 23.66% 2.577%

Sum of corrected areas: 30850032
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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\

BF094229.D

6 Apr 2017 15:40

SJ/MA

12537-06

13 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 : BF094229.D

Aca On : 6 Apr 2017 15:40

Operator : SJ/MA

Sample : 12537-06

Misc :

ALS Vial : 13 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.

3.98 14.17 ng 647082 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 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 356 (3.981 min): BF094229.D (-352) (-) m/z 43.00 100.00%
43.0
59.1
5000
1011 SRS SAERE N SR
| 83.0 3.60 3.80 4.00 4.20 4.40
NS | MMM | PR ! SR m/z 59.10 56.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R R AR LR
3.60 3.80 4.00 4.20 4.40
59.0 1010 m/z 101.10 19.62%
"'P"W'???'“'I”"P"W"qu”'?%g'P"W"”l'”'l”"P"W"”I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
360 380 4.00 4.20 4.40
5000 1.0 m/z 58.10 14 _.43%
73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3955: 2,3-Butanedione, monooxime R B R L)
43.0 3.60 3.80 4.00 4.20 4.40
m/z 41.00 8.45%
5000
101.0
150 310 | 8060 geo
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 360 3.80 4.00 420 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040617\
Data File : BF094229.D

Aca On : 6 Apr 2017 15:40

Operator : SJ/MA

Sample : 12537-06

Misc :

ALS Vial : 13 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 70.43 ng 3216690 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 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 631 (5.598 min): BF094229.D (-625) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 ISR RN S LR
40.1 540 J 5.20 5.40 560 5.80 6.00
R i :|-.|.'.8,1-9. Agusr g m/z 68.10 37.19%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 RS SRR R
5.20 5.40 560 5.80 6.00
310 510 m/z 134.00 33.16%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132.0
520 540 5.60 580 6.00
5000 67.0 m/z 66.10 22.73%
41.0 97.0
117.0
54,0 81.0
mz-> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl Rl Ramas e
57.0 132.0 5.20 5.40 560 5.80 6.00
m/z 69.10 14 .66%
74.0
5000 9go 1160
||||||||‘|‘|‘|‘||‘|‘M|||“|||H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| A REEEE B S S
m/z--> 40 60 80 100 120 140 160 180 5.20 5.40 560 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040617\
Data File : BF094229.D

Aca On : 6 Apr 2017 15:40

Operator : SJ/MA

Sample : 12537-06

Misc :

ALS Vial : 13 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 11-Tricosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14 .46 2.87 ng 158254 Chrysene-di12 14 .56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11-Tricosene 322 C23H46 052078-56-5 91
2 Trichloroacetic acid. tridecvl e... 344 C15H27CI1302 074339-51-8 91
3 Trifluoroacetic acid. n-heptadec... 324 C17H31F302 1000216-79-2 87
4 Pentafluoropropionic acid. octad... 416 C21H37F502 1000280-07-7 87
5 1-Nonadecene 266 C19H38 018435-45-5 86
Abundance Scan 2138 (14.463 min): BF094229.D (-2133) (-) m/z 57.05 100.00%
57.0
97.1

5000

14.20 14.40 14.60 14.80
m/z 43.05 84.29%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129062: 11-Tricosene
43.0

5000 83.0 III|||||IIII IIIIIIIII
14.20 14.40 14.60 14.80

111.0 m/z 55.10 83.61%
[TTTT] "'I""I""I""I""‘IIII IR R DA D D D DA IIIIIII

| 1400 1680 196.0 2240 2660 294.0 322.0
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance
43.0 69,0
e R
97.0 14.20 14.40 14.60 14.80
5000 m/z 97.10 82.48%
126.0
154.0 182.0
WWTW’WWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129716: Trifluoroacetic acid, n-heptadecy! ester
43.0 14.20 14.40 14.60 14.80
m/z 83.00 80.42%
69.0
5000
97.0
I 125.0 152 0 182.0 210.0

m/z--> 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\BF040617\
Data File : BF094229.D

Acq On : 6 Apr 2017 15:40

Operator : SJ/MA

Sample : 12537-06

Misc :

ALS Vial : 13 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... 3.98 14.2 ng 647082 1 5.85 913496 20.0
unknown5 .60 5.60 70.4 ng 3216690 1 5.85 913496 20.0
11-Tricosene 14 .46 2.9 ng 158254 5 14.56 1103730 20.0
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