LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122816\
Data File : BF092001.D

Aca On : 28 Dec 2016 18:24

Operator : UM/SJ

Sample : H6245-04

Misc :

ALS Vial : 10 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-BF122116.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 4.853 239 242 249 rBV 569096 815435 11.54% 1.862%
2 5.310 280 282 285 rBVY 2214909 2706453 38.31% 6.180%
3 6.362 372 374 377 rBVY 1722298 1702349 24.09% 3.887%
4 6.476 382 384 387 rBY 4537144 4503062 63.73% 10.282%
5 6.705 401 404 406 rBV 1279606 1210425 17.13% 2.764%

6.865 415 418 420 rBV 3711633 4557264 64.50% 10.405%
7.276 450 454 456 rBV 3628750 4135263 58.53% 9.442%
1381114 1572895 22.26% 3.591%
9.070 608 611 614 rBVY 7043462 7065337 100.00% 16.132%
9.745 667 670 672 rBV 1618740 1674204 23.70% 3.823%
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11 10.533 736 739 742 rBV 3607137 3695768 52.31% 8.438%
12 11.219 797 799 802 rBV 1652848 1596438 22.60% 3.645%
13 11.436 816 818 821 rBV 141199 162425 2.30% 0.371%
14 12.591 917 919 922 rVvV 133278 137600 1.95% 0.314%
15 12.648 922 924 926 rVB2 62725 83907 1.19% 0.192%

16 12.819 935 939 941 rBV 4039844 5830392 82.52% 13.312%
17 13.345 983 985 987 rBV 85597 79919 1.13% 0.182%

18 13.848 1027 1029 1032 rBV 937958 1305555 18.48% 2.981%
19 15.243 1148 1151 1154 rBV 770236 962219 13.62% 2.197%

Sum of corrected areas: 43796910
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122816\
Data File : BF092001.D

Aca On - 28 Dec 2016 18:24

Operator : UM/SJ

Sample : H6245-04

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1I\BNA F\METHODS\8270-BF122116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF092001.D
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Abundance TIC: BF092001.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122816\
Data File : BF092001.D

Aca On : 28 Dec 2016 18:24

Operator : UM/SJ

Sample : H6245-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

4.85 13.47 ng 815435 1,4-Dichlorobenzene-d4 6.70
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 Guanidine 59 CH5N3 000113-00-8 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 242 (4.853 min): BF092001.D (-239) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.0 RS SR SN
| 83.0 460 4.80 5.00 5.20
SN PMENSVTH | BRSNS NS SN m/z 59.10 58.60%
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 LRI I R I I
59.0 460 480 500 520
m/z 101.00 22 .19%
?1‘.0 L1 L 83.0 10%.0
G R R R SR AN ARAR RRARA RARSA RARAN LARAN LALASALRS SRS RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 4.80 500 520
5000 41.0 m/z 58.00 15.24%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #248: Guanidine
430 549.0 460 4.80 5.00 5.20
m/z 41.05 8.63%
5000 18.0
1.0
0'”I”HW”“ﬁh”W'“'P”'b'”P'“I””I”'W”'W'”W'”W'”W'“'I IEREA RS SRR SN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122816\
Data File : BF092001.D

Aca On : 28 Dec 2016 18:24

Operator : UM/SJ

Sample : H6245-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.48 Concentration Rank 2

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

6.48 74.40 ng 4503060 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 384 (6.476 min): BF092001.D (-382) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 T T T T T T T
40.0 54 J 6.20 6.40 6.60 6.80
ol 4820 | et m/z 68.10 48.20%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propiony!
57.0 132.0
74.0
5000 9go 1160 L R R R R
6.20 6.40 6.60 6.80
m/z 134.00 32.79%
0 IR aman e R I‘I\I\I\ : ""Ml : Iw‘l : Iw‘l“l |‘|“| : I‘\ \I = |:|I-5|8|0| — |]|-8|9.|0|
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 6.80
5000 67.0 m/z 66.00 29.76%
41.0 97.0
117.0
81.0
L S B L U L L S L WL B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- e
132.0 6.20 6.40 6.60 6.80
m/z 69.10 19.25%
117.0
5000
91.0
Tas, L4
0|'“"f'ﬂ“lm"m'“*'U””lu'“"w"'l"”l"" ISR L
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122816\
Data File : BF092001.D

Aca On : 28 Dec 2016 18:24

Operator : UM/SJ

Sample : H6245-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Ethanol, 2-[4-(1,1-dimethyl.._. Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.44 2.03 ng 162425 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-T4-(1.1-dimethvlethvl... 194 C12H1802 000713-46-2 86
2 1.3-Dioxolane. 2-(4-methoxvphenv... 194 C11H1403 036881-00-2 64
3 Acetic acid. [2-T(2-propenvlamin... 235 C12H13NO4 000119-45-9 43
4 1-Dimethvl(phenvD)silvloxvpropane 194 C11H180Si 013360-21-9 36
5 2H-1-Benzopyran, 3,4,4a,5,6,8a-h... 194 C13H220 063335-66-0 28
Abundance Scan 818 (11.436 min): BF092001.D (-816) (-) m/z 179.10 100.00%
179.1
5000 135.1 lt
571 107.0 LI SN UL UL U

77.0 11. 20 1140 11. 60 1180
o...,....-,'.'..~.|,....-,..'.'.,~.|..'.'~-,...~:,..1.“?9,'.1...|....,....,....,2]“?9'.2, m/z 135.10 48.15%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #51814: Ethanol, 2-[4-(1,1-dimethylethyl)phenoxy]-
179.0
135.0

5000 R EARERRE ST L
11:20 11.40 11.60 11.80

107.0 m/z 107 .00 17 .55%

41.0 77.0 '
P W PR S A Y —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
179.0

11.20 11. 40 11. 60 11.80

135.0

5000 ' m/z 57.10 12.77%
43.0
O T T T T T T T T T [ T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #79044: Acetic acid, [2-[(2-propenylamino)carbonyl]phenoxy]- I R E s e e
179.0 11.20 11.40 11.60 11.80

m/z 180.10 12._.19%

5000

121.0

180 410 640 920 1510 | 235.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122816\
Data File : BF092001.D

Aca On : 28 Dec 2016 18:24

Operator : UM/SJ

Sample : H6245-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Pyrrolo[l1,2-a]-1,3,5-triazi... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.59 2.11 ng 137600 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrrololl.2-al-1.3.5-triazine-7-... 223 C9HI9N304 054449-89-7 90
2 Ethanol. 2-T2-T4-(1.1.3.3-tetram... 294 C18H3003 002315-61-9 86
3 Benzenamine. 2.4.6-trimethvl- 135 C9H13N 000088-05-1 27
4 Ethvl 3-I3-amino-5-methoxvphenvl... 223 C12H17NO3 1000213-27-3 27
5 Carbamic acid, N-[1,1-bis(triflu... 413 C19H25F6NO2 296242-69-8 27
Abundance Scan 919 (12.591 min): BF092001.D (-917) (-) m/z 223.10 100.00%
135.1 228.1
5000 E
12.20 12.40 12.60 12.80 13.00
ol 1611 1931 29421 /7 135.05  86.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71811: Pyrrolo[1,2-a]-1,3,5-triazine-7-carboxylic acid, 1...
223.0
135.0
178.0
5000 AR
12.20 12.40 12.60 12.80 13.00
m/z 45.05 38.77%
0'”P”'P”W'”W”'W””I“”I”“P'”w“'P”' AL SRS SRR &
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
223.0
s 12170 12.40 1260 1280 1300
5000 m/z 57.10 19.41%
45.0 107.0
o 77.0 173.0 199.0 294.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #15064: Benzenamine, 2,4,6-trimethyl- R RREEEEEEa T
135.0 12.20 12.40 12.60 12.80 13.00
m/z 224.10 16.40%
5000
91.0
}?ﬁ%'?ﬁf{”ﬁéeﬁl”t'I”'N“"lP"W"'W"”I"”I'”'I”"I”"P"'P AR N SR N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80 13.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF122816\
Data File : BF092001.D

Acq On : 28 Dec 2016 18:24

Operator : UM/SJ

Sample : H6245-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEMI\BNA_F\METHODS\8270-BF122116.M
Quant Title : 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... 4.85 13.5 ng 815435 1 6.70 1210430 20.0
unknown6 .48 6.48 74_.4 ng 4503060 1 6.70 1210430 20.0
Ethanol, 2-[4-(1,... 11.44 2.0 ng 162425 4 11.22 1596440 20.0
Pyrrolo[1,2-a]-1,... 12.59 2.1 ng 137600 5 13.86 1305560 20.0
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