LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087525.D

Aca On 29 May 2016 22:49

Operator : UM/SJ

Sample : H3222-10

Misc :

ALS Vial : 47 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 4.799 279 281 288 rBV 10047 45715 1.11% 0.173%
2 5.382 329 332 354 rBV 467460 1475465 35.96% 5.568%
3 7.039 475 477 482 rBV 320436 828975 20.20% 3.128%
4 7.119 482 484 501 rVB 1860574 3283960 80.04% 12.392%
5 7.473 513 515 526 rBV 420075 757028 18.45% 2.857%

6 7.702 532 535 552 rvB 1911509 2680038 65.32% 10.113%
7 8.388 593 595 629 rBV 1627529 2503444 61.02% 9.447%
8 9.508 691 693 708 rBvV 488017 903030 22.01% 3.408%
9 11.279 845 848 866 rBV 3170450 4102862 100.00% 15.482%
10 12.011 909 912 922 rBV 27259 66603 1.62% 0.251%
11 12.331 938 940 955 rBV 662383 1019055 24.84% 3.845%
12 13.165 1009 1013 1015 rBV2 28602 63090 1.54% 0.238%
13 13.622 1050 1053 1076 rBV 1445868 2391908 58.30% 9.026%
14 13.931 1078 1080 1086 rVB 25256 43396 1.06% 0.164%

15 14.742 1149 1151 1167 rVB 465867 944986 23.03% 3.566%

16 16.926 1340 1342 1345 rBV2 227406 248806 6.06% 0.939%
17 17.040 1350 1352 1354 rVB 39866 43000 1.05% 0.162%
18 17.086 1354 1356 1370 rBV 3027539 3626107 88.38% 13.683%
19 17.851 1421 1423 1426 rBV 97948 136320 3.32% 0.514%
20 18.331 1463 1465 1475 rBV2 22195 76599 1.87% 0.289%

21 18.457 1475 1476 1495 rvv2 309077 719345 17.53% 2.714%
22 20.149 1622 1624 1637 rBV 179973 540829 13.18% 2.041%

Sum of corrected areas: 26500561
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087525.D

Aca On 29 May 2016 22:49

Operator : UM/SJ

Sample = H3222-10

Misc :

ALS Vial : 47 Sample Multiplier: 1

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

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

Abundance TIC: BF087525.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087525.D

Aca On 29 May 2016 22:49

Operator : UM/SJ

Sample = H3222-10

Misc :

ALS Vial : 47 Sample Multiplier: 1

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

Quant Method :
Quant Title :
C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown7.12 Concentration Rank 1

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

7.12 86.76 ng 3283960 1,4-Dichlorobenzene-d4 7.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 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 484 (7.119 min): BF087525.D (-482) (-) m/z 132.00 100.00%
5000 e8 \\_
40 96 J I AN R U R
54 6.80 7.00 7.20 7.40
7
ol Je lsus o 477 68.10 51.73%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 I AN A U R
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2 51 78 m/z 66.05 36.49%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
6.80 7.00 7.20 7.40
5000 97 m/z 134.00 31.55%
70
31
0 44 60 86 106 116
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R e Ra R
57 132 6.80 7.00 7.20 7.40
24 m/z 69.10 22 .33%
5000 og M° \\_
o b L8 o |l ase 189 --.----.%J--.----.----.
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 : BF087525.D

Aca On 29 May 2016 22:49

Operator : UM/SJ

Sample = H3222-10

Misc :

ALS Vial : 47 Sample Multiplier: 1

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

Quant Method
Quant Title

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 3 Hexadecanoic acid, 1,1-dime... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.93 6.92 ng 248806 Chrysene-di12 18.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 1.1-dimethvle... 312 C20H4002 031158-91-5 62
2 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 49
3 1-Hexanol. 3.5.5-trimethvl- 144 C9H200 003452-97-9 38
4 Chloromethyvl 2-chloroundecanoate 268 C12H22Cl1202 080418-88-8 37
5 2-l1sopropyl-3-vinyloxirane 112 C7H120 070777-23-0 37
Abundance Scan 1342 (16.926 min): BF087525.D (-1340) (-) m/z 56.10 100.00%
56
41
5000
239 257 16.60 16.80 17.00 17.20
185 213
O prrrtlhrs !'..“J. o m/z 57.10 61.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154967: Hexadecanoic acid, 1,1-dimethylethyl ester
56
5000 4
73 16.60 16.80 17.00 17.20
m/z 41.10 55.31%
o2 ‘ L7112 e 185 213 2§9 2?7 281 312
m/z--> ﬁo 45 60 éo 160 150 150 1éo 180 200 220 240 260 2éo 360 '
Abundance
56
16.60 16.80 17.00 17.20
5000 a1 m/z 43.10 53.10%
73 129 257
o 26 101 157 185 213 239 283 312
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
57 mmmmﬂmnm
m/z 55.10 40.19%
5000
41
5 “ | % ﬁ7 111 129
Ot .”.k”..”..”..”..”..”..”..“..”..”..”..”. TP R T P
m/z--> ﬁo 45 65 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 : BF087525.D

Aca On 29 May 2016 22:49

Operator : UM/SJ

Sample = H3222-10

Misc :

ALS Vial : 47 Sample Multiplier: 1

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

Quant Method
Quant Title

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 unknownl7.85 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.85 3.79 ng 136320 Chrysene-di12 18.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Urea. N.N"-di-2-propenvl- 140 C7H12N20 001801-72-5 38
2 1-Pentadecene. 2-methvl- 224 C16H32 029833-69-0 38
3 2-Methvl-n-1-tridecene 196 C14H28 018094-01-4 38
4 Acetic acid. 2.4.4-trimethvlpent... 172 C10H2002 1000368-95-3 37
5 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 35
Abundance Scan 1423 (17.851 min): BF087525.D (-1421) (-) m/z 56.10 100.00%
56
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LI N B I O N

17.60 17.80 18.00 18.20

0 m/z 57.10 69.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #18264: Urea, N,N'-di-2-propenyl-
56
5000 41 |/|\|||||||||||||||||||
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m/z 43.10 62.56%

85
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T T T T T
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5000 m/z 41.10 52.79%
27 o o7 111
0 125140154168182196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #58308: 2-Methyl-n-1-tridecene Rl amt s e
17.60 17.80 18.00 18.20
m/z 55.05 39.61%
5000

-

83
9111195140 168 196

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 : BF087525.D

Aca On 29 May 2016 22:49

Operator : UM/SJ

Sample = H3222-10

Misc :

ALS Vial : 47 Sample Multiplier: 1

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

Quant Method
Quant Title

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 Dotriacontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

18.33 2.13 ng 76599 Chrysene-di12 18.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dotriacontane 451 C32H66 000544-85-4 90
2 Hexatriacontane 507 C36H74 000630-06-8 90
3 Tetratetracontane 619 C44H90 007098-22-8 86
4 Heptacosane 380 C27H56 000593-49-7 83
5 Octacosane 394 C28H58 000630-02-4 83

Abundance Scan 1465 (18.331 min): BF087525.D (-1463) (-) m/z 57.10 100.00%

=

97 207 18.00 18.20 18.40 18.60
OI”'II”JLH”I“'W'“'P'“I”'W'”'P'”I”'W'”'P'”I”" m/z 43.10 82.10%

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #227193: Dotriacontane
57
5000 LA L L LB L L LN |
18.00 18.20 18.40 18.60
m/z 71.10 49 .32%
. \Jgf‘ 141 183 225 295 337 379 450
T T e T e e e e e
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
18.00 18.20 18.40 18.60
5000 m/z 85.10 34.51%
99
ol 26 141 183 225 281 323 379 421 463 506
B R R e o s e e RRBERREEEs R
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241527: Tetratetracontane R e R
57 18.00 18.20 18.40 18.60
m/z 55.10 32.43%
5000
97
0 | 141 183 225 267 309 351 393 463 505 561 603
IR o o e B LRI ER R S s S e R RS ) R R ERE R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 18 00 18. 20 18.40 18.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052916\
Data File : BF087525.D

Acq On 29 May 2016 22:49

Operator : UM/SJ

Sample - H3222-10

Misc :

ALS Vial : 47 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052316_.M
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]
unknown7 .12 7.12 86.8 ng 3283960 1 7.47 757028 20.0
Hexadecanoic acid... 16.93 6.9 ng 248806 5 18.46 719345 20.0
unknownl17 .85 17.85 3.8 ng 136320 5 18.46 719345 20.0
Dotriacontane 18.33 2.1 ng 76599 5 18.46 719345 20.0
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