LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087554.D

Aca On : 30 May 2016 17:03

Operator : UM/SJ

Sample : H3317-08

Misc :

ALS Vial : 74 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-BF052316.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 4.730 273 275 288 rBV 30800 123429 3.10% 0.469%
2 5.393 331 333 365 rBV 520114 1546424 38.83% 5.876%
3 7.050 476 478 483 rBV 314911 759636 19.08% 2.886%
4 7.130 483 485 502 rVB 1959201 3321920 83.42% 12.623%
5 7.473 513 515 526 rBV 496594 719088 18.06% 2.732%

6 7.702 532 535 551 rVB 2192745 2843296 71.40% 10.804%
7 8.387 593 595 623 rBV 1591159 2493589 62.62% 9.475%
8 9.508 691 693 712 rBV 546907 925641 23.24% 3.517%
9 11.279 845 848 851 rBvV 3272788 3982333 100.00% 15.132%
10 12.331 937 940 952 rBV 684657 1030143 25.87% 3.914%
11 13.154 1009 1012 1015 rVB2 26069 41032 1.03% 0.156%
12 13.622 1051 1053 1068 rBV 1277000 2460812 61.79% 9.351%
13 13.931 1077 1080 1085 rVB 26341 42628 1.07% 0.162%
14 14.742 1149 1151 1167 rVB 533691 935659 23.50% 3.555%
15 15.154 1183 1187 1193 rBV 36451 75347 1.89% 0.286%

16 16.823 1330 1333 1340 rBvV 56611 118355 2.97% 0.450%
17 16.925 1340 1342 1345 rVB 177773 191049 4._80% 0.726%
18 17.085 1354 1356 1359 rBV 2488453 3142674 78.92% 11.941%
19 17.851 1421 1423 1426 rBV 103318 120811 3.03% 0.459%
20 18.160 1447 1450 1456 rVB 24369 52306 1.31% 0.199%

21 18.331 1463 1465 1471 rBV2 30239 71282 1.79% 0.271%
22 18.468 1474 1477 1489 rBV 274721 668234 16.78% 2.539%
23 20.149 1622 1624 1640 rBV2 224418 651706 16.36% 2.476%

Sum of corrected areas: 26317394
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087554.D

Aca On : 30 May 2016 17:03

Operator : UM/SJ

Sample : H3317-08

Misc :

ALS Vial : 74 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF087554.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087554.D

Aca On : 30 May 2016 17:03

Operator : UM/SJ

Sample : H3317-08

Misc :

ALS Vial : 74 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 6

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

4.73 3.43 ng 123429 1,4-Dichlorobenzene-d4 7.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2-Propanone. 1-(1-methvlethoxv)- 116 C6H1202 042781-12-4 9
3 2-Pentanone. 5-(acetvloxv)- 144 C7H1203 005185-97-7 9
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 7

Abundance Scan 275 (4.730 min): BF087554.D (-273) (-) m/z 43.00 100.00%
43
5000 59 '~_‘~_—_—‘—~4f\\\\\\\vy\_~\
| o 101 440 4.60 4.80 500
Ot et et e e e || Mz 59.10  47.07%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L R UL UL
59 440 460 480 500
m/z 58.00 13.45%
15 31 101
0 257 37, 53 83
miz--> 5 % 3 40 w0 e 7 8 % 100 110 120
Abundance
43
440 4.60 4.80 500
5000 m/z 101.00 11.47%
27 58 73
0 37 83 101 115
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #20664. 2-Pentanone, 5—(acety|0xy)— LA L L L L L N |
43 4.40 4.60 4.80 5.00
m/z 41.00 10.73%
5000
8 o 87 101
0"W'”'P'”I”'Wd”'P'J””'W'”'lel”'W“”'P'”I” ISR RN R LA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087554.D

Aca On : 30 May 2016 17:03

Operator : UM/SJ

Sample : H3317-08

Misc :

ALS Vial : 74 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 unknown7.13 Concentration Rank 1

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

7.13 92.39 ng 3321920 1,4-Dichlorobenzene-d4 7.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 485 (7.130 min): BF087554.D (-483) (-) m/z 132.10 100.00%
132
5000 68 A\\
40 96 J AN UL AR AR
54 6.80 7.00 7.20 7.40
7
ol Jrer [ asus W w/z 68.05 47.98%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 A UL
6.80 7.00 7.20 7.40
m/z 66.05 34 .24%

70
31 60
0 ‘ 4\4\ L | 8§ \106116 !
e e I B e [N A i o o o o o B
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
69

104 6.80 7.00 7.20 7.40

5000 m/z 134.00 32.47%
31 5l 8
ot el e e e
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R e R ma
57 132 6.80 7.00 7.20 7.40

m/z 69.10 20.72%

74
116
5000 98
0 11 n ‘M 8\? \ﬂj()? “‘ Iy 158 189
LA I L B I i B LA L B ) B B

m/z--> 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087554.D

Aca On : 30 May 2016 17:03

Operator : UM/SJ

Sample : H3317-08

Misc :

ALS Vial : 74 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 Pyrrolo[l1,2-a]-1,3,5-triazi... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.82 3.54 ng 118355 Chrysene-di12 18.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrrololl.2-al-1.3.5-triazine-7-... 223 C9H9N304 054449-89-7 90
2 Ethanol. 2-T2-T4-(1.1.3.3-tetram... 294 C18H3003 002315-61-9 43
3 3"-Methoxv-N-methvl-2-o0xo0-2-phen... 325 C13H12F5NO3 1000099-92-9 22
4 2H-1.4-Benzoxazine. 3.4-dihvdro- 135 C8HONO 005735-53-5 18
5 1-Dodecanone, 2-(imidazol-1-yl)-... 356 C22H32N202 1000137-95-7 14
Abundance Scan 1333 (16.823 min): BF087554.D (-1330) (-) m/z 135.10 100.00%
5 223
5000 J\\¢\mﬁ
1660 '1'650' 17.00 '1'72'0"
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #80426: Pyrrolo[1,2-a]-1,3,5-triazine-7-carboxylic acid, 1...
223
135
178
5000 LRI LR R ---- T
151 16.60 16.80 17.00 17.20
m/z 45.10 76.79%
195
0'W””P”W“”P”W”JPLW“”M”M”“P“'“”'”"”'””P”
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
223
155 650 16.30 17100 1720
5000 m/z 57.10 39.02%
45 91 107
0 67 151 173189205 242 279294
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #164680: 3'-Methoxy-N-methyl-2-oxo-2-phenylethylamine, PFP
135 16.60 16.80 17.00 17.20
m/z 41.10 32.97%
5000
77 107
ol 42 92 162 190206 325
m/z--> 46 65 80 100 120 140 160 180 200 220 240 260 280 300 350 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087554.D

Aca On : 30 May 2016 17:03

Operator : UM/SJ

Sample : H3317-08

Misc :

ALS Vial : 74 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 Hexadecanoic acid, butyl ester Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
16.93 5.72 ng 191049 Chrysene-di12 18.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 91
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 91
3 1-Hexanol. 3.5.5-trimethvl- 144 C9H200 003452-97-9 38
4 Cvclopentanone. 2.2-dimethvl- 112 C7H120 004541-32-6 38
5 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 35

Abundance Scan 1342 (16.925 min): BF087554.D (-1340) (-) m/z 56.10 100.00%
56
41
5000
73
129 257 AU BN BN SN
97 239 16.60 16.80 17.00 17.20
157 185 213
Obpreredlrs !L-Jﬂ.- = m/z 57.10 60.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154932: Hexadecanoic acid, buty| ester
56
5000
41 16.60 16.80 17.00 17.20
1 957 m/z 41.05 53.17%
RE h H\ e | 187 185 213 2?9 | 283 312
miz--> 20 45 60 éo 160 150 150 160 180 200 220 240 260 280 360 '
Abundance
56
16,60 16.80 17.00 17.20
5000 41 m/z 43.05 51.76%
73
o2 9711, 157 185 213 239257 0 3
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #21164: 1-Hexanol, 3,5,5—trimethy|— LI L L L L B
57 16.60 16.80 17.00 17.20
m/z 55.05 37.91%
5000
41
| | gl 1
Ot .”.h”..”..”..”..“..”..”..”..”..”..”..”. Masie s MRSt
m/z--> ﬁo 45 eb éo 160 150 150 160 1éo 260 250 250 2éo 2éo 360 ' 1660 1680 1700 1720
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087554.D

Aca On : 30 May 2016 17:03

Operator : UM/SJ

Sample : H3317-08

Misc :

ALS Vial : 74 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 6 unknownl7.85 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.85 3.62 ng 120811 Chrysene-di12 18.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Methvl-n-1-tridecene 196 C14H28 018094-01-4 38
2 Cvclobutane. 1-hexvl-2.3-dimethvl- 168 C12H24 055170-84-8 38
3 Hexane. 3.4-dimethvl- 114 C8H18 000583-48-2 38
4 1-Pentadecene. 2-methvl- 224 C16H32 029833-69-0 37
5 Cyclobutanone, 3,3-dimethyl- 98 C6H100 001192-33-2 35
Abundance Scan 1423 (17.851 min): BF087554.D (-1421) (-) m/z 56.10 100.00%
56
4
5000

129 DU AV, NS
143 171185 507 241 17.60 17.80 18.00 18.20

m/z 57.10 64 .93%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #58308: 2-Methyl-n-1-tridecene
56

41

17.60 17.80 18.00 18.20
m/z 43.05 56.35%

5000

9111195140 168 196

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
56
R s B
17.60 17.80 18.00 18.20
5000 m/z 41.10 52.13%
41 70
o 84 98112126149 167
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7647: Hexane, 3,4-dimethyl- AN B mad e
56 17.60 17.80 18.00 18.20
m/z 55.05 38.59%
5000 4 85
2
Ol 70 99 114
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17. 60 17. 80 18 00 18. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087554.D

Aca On : 30 May 2016 17:03

Operator : UM/SJ

Sample : H3317-08

Misc :

ALS Vial : 74 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 7 1-Octadecanesulphonyl chloride Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
18.33 2.13 ng 71282 Chrysene-di12 18.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecanesulphonvl chloride 352 C18H37CI102S 1000342-70-4 90
2 1-Decanol. 2-octvl- 270 C18H380 045235-48-1 80
3 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 72
4 Dodecane 170 C12H26 000112-40-3 53
5 Isobutyl tetradecyl carbonate 314 C19H3803 959275-58-2 53

Abundance Scan 1465 (18.331 min): BF087554.D (-1463) (-) m/z 57.10 100.00%
4357
71
5000 85
9 115 133 207 18.00 18.20 18.40 18.60
o} m/z 43.10 78.78%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #185101: 1-Octadecanesulphony! chloride
43 57
71
5000 SRR RN RN B
18.00 18.20 18.40 18.60
105 m/z 71.10 52.43%
o 2‘9 “ 119133147161175
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
B n 18.00 18.20 18.40 18.60
5000 a5 m/z 55.00 47 .07%
29 111

N 1251391541 6818106210224 238252

anwmmmmwmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95994: 1-Decanol, 2-hexy!l- T
18.00 18.20 18.40 18.60
m/z 41.05 41 .59%

i

5000

1

125
139 154168182196210224
T
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1800 1820 18.40 18.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052916\
Data File : BF087554.D

Acq On : 30 May 2016 17:03

Operator : UM/SJ

Sample - H3317-08

Misc :

ALS Vial : 74 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF052316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.73 3.4 ng 123429 1 7.47 719088 20.0
unknown7 .13 7.13 92.4 ng 3321920 1 7.47 719088 20.0
Pyrrolo[1,2-a]-1,... 16.82 3.5 ng 118355 5 18.47 668234 20.0
Hexadecanoic acid... 16.93 5.7 ng 191049 5 18.47 668234 20.0
unknownl17 .85 17.85 3.6 ng 120811 5 18.47 668234 20.0
1-Octadecanesulph... 18.33 2.1 ng 71282 5 18.47 668234 20.0
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