LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121115\
Data File : BF083723.D

Aca On : 12 Dec 2015 4:25

Operator : UM/I1Z

Sample : 6G4648-08

Misc :

ALS Vial : 26 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-BF121115.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 5.116 262 265 271 rVB 535869 683878 16.78% 2.170%
2 5.527 298 301 304 rBVY 2757577 3017099 74.02% 9.575%
3 6.545 387 390 393 rBVY 2769425 3025506 74.23% 9.602%
4 6.693 400 403 405 rBVY 3161633 3549292 87.08% 11.264%
5 6.922 421 423 425 rBV 873172 716554 17 .58% 2.274%
6 7.082 434 437 439 rVB 2975460 2678637 65.72% 8.501%
7 7.482 469 472 474 rBV 2168403 2159095 52.97% 6.852%
8 8.202 533 535 538 rVB 786354 902153 22.13% 2.863%
9 9.288 627 630 632 rBY 3426258 4076111 100.00% 12.936%
10 9.676 661 664 666 rBV 622869 619934 15.21% 1.967%
11 9.905 682 684 686 rBV 49494 48336 1.19% 0.153%
12 9.962 686 689 691 rVB 1037806 1047130 25.69% 3.323%
13 10.396 726 727 729 rVB 86138 71118 1.74% 0.226%
14 10.614 744 746 750 rBV 22617 46195 1.13% 0.147%
15 10.739 755 757 760 rBVY 2194001 2253336 55.28% 7.151%
16 10.865 767 768 773 rBV 53329 98394 2.41% 0.312%
17 11.436 816 818 820 rBVY 1285153 1060820 26.03% 3.367%
18 11.962 863 864 871 rBV 49935 68661 1.68% 0.218%

19 13.025 954 957 959 rBV 3543043 3817441 93.65% 12.115%
20 13.917 1033 1035 1045 rBV 130979 167624 4.11% 0.532%

21 14.065 1045 1048 1050 rBV 923288 860547 21.11% 2.731%
22 15.505 1171 1174 1177 rBV 440997 542853 13.32% 1.723%

Sum of corrected areas: 31510714
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

> Z:\HPCHEMI\BNA F\DATA\BF121115\
: BF083723.D

: 12 Dec 2015 4:25

> um/i1z

: G4648-08

26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121115\
Data File : BF083723.D

Aca On : 12 Dec 2015 4:25

Operator : UM/I1Z

Sample : 64648-08

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121115.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.

5.12 19.09 ng 683878 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Acetone 58 C3H60 000067-64-1 16
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 12
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 10

Abundance Scan 265 (5.116 min): BF083723.D (-262) (-) m/z 43.05 100.00%
43
59
5000
1 480 500 520 540
83 : - : :
...,....,....,....,....','.'...‘?.1.'.'!,...‘??....,.-...,...=,|....,....,....,....,...., m/z 59.10 52.77%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L AL R I I
59 480 500 520 540
m/z 58.10 19.88%
5 4 ‘ 101
'”P”WJ”PNW””W”?{“P”W””ﬁaﬁ”dm”ﬁ””P”W””P”W
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540
5000 M m/z 101.10 18.65%
68
50 126 142
B R R R RS KRR RS RRARS LR RN AR LR EARAN LAY LA R
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #205: Acetone R Rma e ERREs
43 4.80 5.00 5.20 5.40
m/z 41.10 8.26%
5000
15
58
27
'”E”WA”PJH””“”W””P”W””P”W””P”W””P”W””P”W IS SLAE SURRE URE LE
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121115\
Data File : BF083723.D

Aca On : 12 Dec 2015 4:25

Operator : UM/I1Z

Sample : 64648-08

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121115.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 unknown6.69 Concentration Rank 1

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

6.69 99.07 ng 3549290 1,4-Dichlorobenzene-d4 6.92
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 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 403 (6.693 min): BF083723.D (-400) (-) m/z 132.10 100.00%
132
5000 68
0 s | 9 o0 550 680 70
54 - - -
ot 77 e L dgsus ) n/z 68.10 37.55%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 ERBNUMARSE R L
6.40 6.60 6.80 7.00
21 51 78 m/z 134.10 34 .26%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132
640 660 680 7.00
5000 67 m/z 66.10 23.62%
41 97
53
79 117
88 | 106
miz--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl R Ammaams e e
57 132 6.40 6.60 6.80 7.00
24 m/z 96.10 15.89%
5000 og M°
N ...,....,.?% .,m97.hq. A 158 ..,.1§?. SN | G
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121115\
Data File : BF083723.D

Aca On : 12 Dec 2015 4:25

Operator : UM/I1Z

Sample : 64648-08

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121115.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 3-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.92 3.90 ng 167624 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
2 1-Nonadecene 266 C19H38 018435-45-5 90
3 9-Eicosene. (E)- 280 C20H40 074685-29-3 87
4 1-Heptadecanol 256 C17H360 001454-85-9 87
5 1-Hexacosanol 382 C26H540 000506-52-5 74

Abundance Scan 1035 (13.917 min): BF083723.D (-1033) (-) m/z 57.10 100.00%

57 83
43 97
5000

125 13. 60 13. 80 14. 00 14 20

m/z 55.10 93.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106400: 3-Eicosene, (E)-

139183 207

43 57

83
97

13. 60 13. 80 14. 00 14 20

5000

29 . m/z 83.10 88.92%
J | 139153167182196210224 252 280
SRS B
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 o, 8307
S
111 1360 13.80 14.00 14.20
5000 m/z 43.10 84.83%

29 125
15 139154168182196210224238 266
W‘mﬁwwmmmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106399: 9-Eicosene, (E)-

13.60 13.80 14.00 14.20
m/z 69.10 82.49%

125
139153168182196210224 252 280 AK\

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. 60 13. 80 14. 00 14 20

97

5000
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121115\
Data File : BF083723.D

Acq On : 12 Dec 2015 4:25

Operator : UM/1Z

Sample - G4648-08

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121115_.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... 5.12 19.1 ng 683878 1 6.92 716554 20.0
unknown6 .69 6.69 99.1 ng 3549290 1 6.92 716554 20.0
3-Eicosene, (E)- 13.92 3.9 ng 167624 5 14.07 860547 20.0
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