LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022717\
Data File : BF093200.D

Aca On : 27 Feb 2017 11:15

Operator : SJ/MA

Sample = 11980-02

Misc :

ALS Vial : 4 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-BF013017.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 4.441 203 206 209 rBV 60485 75303 1.51% 0.203%
2 4.990 251 254 261 rBV 497268 809487 16.26% 2.183%
3 5.424 289 292 295 rBVY 2977426 2860085 57 .45% 7.714%
4 6.476 381 384 386 rBY 2188808 2357939 47 .37% 6.360%
5 6.602 392 395 397 rBY 3711806 4149040 83.35% 11.191%
6 6.830 412 415 417 rBV 799018 1011472 20.32% 2.728%
7 6.979 426 428 431 rBVY 2527865 3286109 66.01% 8.863%
8 7.402 462 465 467 rBV 2882326 2979792 59.86% 8.037%
9 8.122 525 528 530 rBY 1488498 1434331 28.81% 3.869%
10 8.533 562 564 571 rVB 118395 150942 3.03% 0.407%

11 9.208 620 623 625 rBV 4631140 4978150 100.00% 13.427%
12 9.596 656 657 660 rvB 295572 380252 7.64% 1.026%
13 9.882 679 682 685 rBY 1670251 1503754 30.21% 4_.056%
14 10.316 716 720 722 rBV2 65017 81377 1.63% 0.219%
15 10.682 749 752 754 rBV 2338143 2612848 52.49% 7.047%

16 10.785 760 761 768 rVB 115436 154384 3.10% 0.416%
17 11.231 799 800 806 rvB 76611 134632 2.70% 0.363%
18 11.368 810 812 815 rBV 1479720 1427347 28.67% 3.850%
19 11.665 836 838 840 rBV 60745 64390 1.29% 0.174%
20 12.774 933 935 939 rBvV 62678 73335 1.47% 0.198%

21 12.957 948 951 954 rBV 3803686 3899143 78.33% 10.517%
22 13.791 1022 1024 1027 rBV3 30883 62605 1.26% 0.169%
23 13.848 1027 1029 1034 rVB3 177807 304232 6.11% 0.821%
24 14.008 1040 1043 1045 rVB 1098663 1290407 25.92% 3.480%
25 15.437 1165 1168 1171 rBV 663673 945169 18.99% 2.549%

26 16.328 1243 1246 1251 rBV3 22682 49811 1.00% 0.134%

Sum of corrected areas: 37076336
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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:\HPCHEMIN\BNA F\DATA\BF022717\

BF093200.D

27 Feb 2017 11:15

SJ/MA

11980-02

4 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF013017.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022717\
Data File : BF093200.D

Aca On : 27 Feb 2017 11:15

Operator : SJ/MA

Sample : 11980-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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.

4.99 16.01 ng 809487 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 254 (4.990 min): BF093200.D (-251) (-) m/z 43.10 100.00%
43.1
59.1
5000
101.1 RN SRS SRR RS
| 83.1 | 460 4.80 5.00 5.20 5.40
NS M S S SRS m/z 59.10 60.42%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A AN RS RN R
59.0 460 480 500 520 540
m/z 101.10 19.06%
31.0 101.0
"WH“l””ﬁ'WW“'P”W'“W“'Eﬁql“““'“V“'V“W'HW“'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 480 5.00 520 5.40
5000 41.0 m/z 58.00 15.76%
73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3993: Morpholine, 4—methy|— LI L L L L L BB
43.0 460 4.80 5.00 5.20 5.40
m/z 41.10 8.92%
5000
101.0
15.0
27.0 56.0 71.0 ‘
"W”'W”mw””ﬂl”PJlP”W'”Wﬁqﬂ””ﬁ””P'”P”'P”W'“W RAREE AR SRR RS L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022717\
Data File : BF093200.D

Aca On : 27 Feb 2017 11:15

Operator : SJ/MA

Sample : 11980-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 unknown6.60 Concentration Rank 1

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

6.60 82.04 ng 4149040 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 395 (6.602 min): BF093200.D (-392) (-) m/z 132.10 100.00%
13R.1
5000 68.1
96.1 LR U R
40.1 54.1 6.20 6.40 6.60 6.80 7.00
M.'?}-?. AT m/z 68.10 37.45%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 I LR I IR
6.20 6.40 6.60 6.80 7.00
310 510 m/z 134.10 33.44%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 6.40 6.60 6.80 7.00
5000 67.0 m/z 66.10 23.37%
41.0 97.0
117.0
54,0 81.0
miz--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl e i B
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 96.10 14 ._.70%
74.0
5000 9go 1160
SN | ST ﬂ“,. A rm‘--‘jw i 1980 %8?|0l SN | S——
m/z--> 40 60 80 100 120 140 160 180 620 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022717\
Data File : BF093200.D

Aca On : 27 Feb 2017 11:15

Operator : SJ/MA

Sample : 11980-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.78 2.16 ng 154384 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 80
2 Tridecane. 6-propvl- 226 C16H34 055045-10-8 80
3 Tridecane 184 C13H28 000629-50-5 72
4 Hexadecane 226 C16H34 000544-76-3 72
5 Tetracosane 338 C24H50 000646-31-1 72

Abundance Scan 761 (10.785 min): BF093200.D (-760) (-) m/z 57.10 100.00%

57.1

5000

113.1 155.1 185.1 10.40 10.60 10.80 11.00
m/z 43.10 73.77%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107651: Eicosane
57.0
5000 | LI LI L LI
85.0 10.40 10.60 10.80 11.00
29.0 m/z 71.10 50.91%
‘ | /1180 1410 1690 197.0 2250 253.0 282.0
'“v“'w“'v“'v“'w“'w“'v“"“"“"“"“"“"“w'“
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0
71.0 R ERAREEREEEE S
10.40 10.60 10.80 11.00
5000 m/z 91.10 40.86%

99.0 126.0 1540 183.0

226.0
WWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #45544: Tridecane R AR EEEEE
57.0 10.40 10.60 10.80 11.00
m/z 85.10 35.76%
5000
85.0
29.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10. 40 10. 60 10. 80 11. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022717\
Data File : BF093200.D

Aca On : 27 Feb 2017 11:15

Operator : SJ/MA

Sample : 11980-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 5 Acetic acid, chloro-, hexad... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.85 4.72 ng 304232 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid. chloro-. hexadecvl ... 318 C18H35CI102 052132-58-8 91
2 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
3 2- Chloropropionic acid. hexadec... 332 C19H37CI02 086711-81-1 91
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
5 1-Nonadecene 266 C19H38 018435-45-5 91

Abundance Scan 1029 (13.848 min): BF093200.D (-1027) (-) m/z 57.10 100.00%

5000

g

=
(o]
w
=

13.60 13.80 14.00 14.20
m/z 43.10 85.48%

209.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #127051: Acetic acid, chloro-, hexadecy! ester

43.0

r

13.60 13.80 14.00 14.20
m/z 83.10 80.19%

5000

125.0
1540 196.0 2240 9690

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance

43.0

%

83.0 L UL UL S A
13.60 13.80 14.00 14.20
5000 m/z 55.05 77.28%
111.0

139.0  182.0210.0

mmmmmwwwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #133740: 2- Chloropropionic acid, hexadecy! ester R AR RRRES T
13.60 13.80 14.00 14.20

m/z 97.10 65.57%

8

5000

%

196.0 222.0 269.0

332.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13. 60 13. 80 14. 00 14. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF022717\
Data File : BF093200.D

Acq On : 27 Feb 2017 11:15

Operator : SJ/MA

Sample - 11980-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .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... 4.99 16.0 ng 809487 1 6.83 1011470 20.0
unknown6 .60 6.60 82.0 ng 4149040 1 6.83 1011470 20.0
Eicosane 10.78 2.2 ng 154384 4 11.37 1427350 20.0
Acetic acid, chlo... 13.85 4.7 ng 304232 5 14.01 1290410 20.0
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