LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\

Data File : BF087575.D

Aca On : 31 May 2016 5:37 Instrument :
Operator : UM/SJ gmgigamlem'
a?zgle ; H3316-06 SB@%COME
ALS Vial : 93 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 4.719 271 274 294 rBV 96976 350012 9.61% 1.300%
2 5.382 330 332 352 rBVY 1398018 2930989 80.45% 10.886%
3 7.039 474 477 483 rBVY 1975202 2834671 77.81% 10.529%
4 7.130 483 485 510 rvVvV 2094895 3643175 100.00% 13.532%
5 7.473 513 515 526 rVvV 475091 778556 21.37% 2.892%

6 7.702 532 535 551 rVB 1777756 2376772 65.24% 8.828%
7 8.388 593 595 626 rBV 1236794 2025991 55.61% 7.525%
8 9.508 690 693 710 rBV 489782 984384 27.02% 3.656%
9 11.279 845 848 864 rBV 2440919 3288052 90.25% 12.213%
10 11.988 908 910 918 rBV 61067 117340 3.22% 0.436%
11 12.331 938 940 951 rBV 631631 977252 26.82% 3.630%
12 13.154 1007 1012 1015 rBV2 31225 40364 1.11% 0.150%
13 13.634 1051 1054 1075 rBV2 698733 1571181 43.13% 5.836%
14 13.931 1077 1080 1085 rVB 35401 54043 1.48% 0.201%

15 14.743 1149 1151 1166 rVV 471881 801771 22.01% 2.978%

16 16.926 1340 1342 1345 rBV 148020 155921 4.28% 0.579%
17 17.086 1354 1356 1366 rBV 1959844 2358671 64.74% 8.761%
18 17.851 1421 1423 1426 rBV 92743 104726 2.87% 0.389%
19 18.331 1463 1465 1472 rBvV4 23745 89603 2.46% 0.333%
20 18.469 1474 1477 1485 rBV 355206 720907 19.79% 2.678%

21 19.554 1570 1572 1574 rBV 32419 44411 1.22% 0.165%
22 19.840 1595 1597 1599 rBV 30765 43339 1.19% 0.161%
23 20.160 1622 1625 1633 rBV2 215111 631370 17.33% 2.345%

Sum of corrected areas: 26923501
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF052916\

BF087575.D

31 May 2016  5:37

UM/SsJ

H3316-06

93 Sample Multiplier: 1

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

Abundance
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087575.D

Aca On : 31 May 2016 5:37

Operator : UM/SJ

Sample : H3316-06

Misc :

ALS Vial : 93 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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.72 8.99 ng 350012 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 50
2 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Butane 58 C4H10 000106-97-8 9
5 Diacetamide 101 C4H7NO2 000625-77-4 9

Abundance Scan 274 (4.719 min): BF087575.D (-271) (-) m/z 43.10 100.00%
43
5000 59 /L
101 IR AR R AR AR
4.40 4.60 4.80 5.00
Ol S 8l m/z 59.10 46.61%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
4.40 4.60 4.80 5.00
59 m/z 58.10 13.38%
0 21 371, 53 ‘ o7 778 a1 O
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
440 4.60 480 500
5000 m/z 101.10 13.27%
58
15 27 37 72 100
S U UL I SULILIL UL I S SULIL LS WAL
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime e
43 4.40 4.60 4.80 5.00
m/z 41.10 9.83%
5000
101
o 15 253137 | s 8 g 86 N
miz--> 10 20 30 40 50 60 70 80 90 100 110 440 460 480 500
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087575.D

Aca On : 31 May 2016 5:37

Operator : UM/SJ

Sample : H3316-06

Misc :

ALS Vial : 93 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 2 unknown7.13 Concentration Rank 1

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

7.13 93.59 ng 3643180 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 485 (7.130 min): BF087575.D (-483) (-) m/z 132.00 100.00%
132
5000 68 /k
40 96 J AN LS LA AR
54 6.80 7.00 7.20 7.40
7
ol Jrer [ eus W W/z 68.05 46.39%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 A L LA
6.80 7.00 7.20 7.40
51 78 m/z 66.10 33.36%

31
0 ‘H\\H (1A L 1
LA e o e e o L L e e s s
m/z--> 40 60 80 100 120 140 160 180
Abundance
132

6.80 7.00 7.20 7.40

5000 o7 m/z 134.00 32.48%
70
31 60
0 a4 86 106 116
T T T
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl B e e e
57 132 6.80 700 720 740

m/z 69.10 19.82%

74
116
5000 98 M
0 o .NM 8 rﬂQ7ILLIII\‘ 158 189

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 : BF087575.D

Aca On : 31 May 2016 5:37

Operator : UM/SJ

Sample : H3316-06

Misc :

ALS Vial : 93 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 Hexadecanoic acid, butyl ester Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
16.93 4.33 ng 155921 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 49
3 Cvclohexanol. 4-amino-. trans- 115 C6H13NO 027489-62-9 38
4 Cvclobutane. 1-hexvl-2.3-dimethvl- 168 C12H24 055170-84-8 35
5 Cyclobutane, 1,1-dimethyl-2-octyl- 196 C14H28 062338-30-1 35

Abundance Scan 1342 (16.926 min): BF087575.D (-1340) (-) m/z 56.10 100.00%
56
41
5000
129 239 257 16,60 16.80 17.00 17.20

|||” 157 185 213

Olnuhh.P.” m/z 57.10 61.56%
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 LI L L L L LB LN |
41 16.60 16.80 17.00 17.20
m/z 41.05 55.00%
0 2 1l ‘ H Ji il 157 185 213 ‘ ‘ 283 312
e RARAns .”q.”w.”q.”q.”..”..”..”..”..”..”..”q.”w
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
T
16.60 16.80 17.00 17.20
5000 a1 m/z 43.10 53.92%
73
129
o2 97112 157 185 213 239257 o9 315
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #7847: Cyclohexanol, 4-amino-, trans- R EE e AR RERAR
56 16.60 16.80 17.00 17.20
m/z 55.10 38.38%
H\ T I 81 97 11\‘-5
O e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 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 : BF087575.D

Aca On : 31 May 2016 5:37

Operator : UM/SJ

Sample : H3316-06

Misc :

ALS Vial : 93 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 unknownl7.85 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.85 2.91 ng 104726 Chrysene-di12 18.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Urea. N.N"-di-2-propenvl- 140 C7H12N20 001801-72-5 43
2 1-Pentadecene. 2-methvl- 224 C16H32 029833-69-0 43
3 Cvclopentanone. 2.2-dimethvl- 112 C7H120 004541-32-6 38
4 4.7.7-Trimethvl-3.9-dioxatricvcl... 182 C10H1403 1000187-22-5 37
5 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 35

Abundance Scan 1423 (17.851 min): BFO87575.D (-1421) (-) m/z 56.10 100.00%

56

5000

-

97 129

267 285 17.60 17.80 18.00 18.20

143
m/z 57.10 63.91%

227241

171185199

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #18265: Urea, N,N'-di-2-propenyl-
56

%

17.60 17.80 18.00 18.20
m/z 43.10 58.59%

5000

0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
56
R e T o
41 17.60 17.80 18.00 18.20
5000 m/z 41.10 52.53%
27 % g7

111 135 153168180196 224

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6583: Cyclopentanone, 2,2-dimethyl- T
56 17.60 17.80 18.00 18.20
m/z 55.05 37.99%
5000 41
27 112
‘ ‘ ‘ 79 97
S, S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1760 1780 1800 1820
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087575.D

Aca On : 31 May 2016 5:37

Operator : UM/SJ

Sample : H3316-06

Misc :

ALS Vial : 93 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 6 Hexatriacontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.33 2.49 ng 89603 Chrysene-di12 18.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexatriacontane 507 C36H74 000630-06-8 80
2 Sulfurous acid. butvl heptadecvl... 376 C21H4403S 1000309-18-4 80
3 Sulfurous acid. butvl pentadecvl... 348 C19H4003S 1000309-18-2 80
4 Heptacosane 380 C27H56 000593-49-7 72
5 Sulfurous acid, butyl tridecyl e... 320 C17H3603S 1000309-18-0 72
Abundance Scan 1465 (18.331 min): BF087575.D (-1463) (-) m/z 57.10 100.00%
57
5000 AJ&xwﬁle¥_/J\\~/\N~_¢J\,-
85
J | 127155 101 18,00 18.20 18.40 18.60
o S m/z 43.10 67.67%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #235973: Hexatriacontane
57
5000 ISR AR BARSABARRE
85 18 00 18. 20 18.40 18.60
29 m/z 71.05 50.68%
Ny \ﬁ}3}41169197225253281309337 379 421449477 506
miz--> 0 55 100 1%0 260 2%0 360 3%0 460 4éo 560
Abundance
57
18,00 18.20 18.40 18.60
5000 m/z 41.05 41 .98%
85
o L e 020 g
miz--> 0 50 100 150 200 250 300 350 400 450 500
I

Abundance #182578: Sulfurous acid, butyl pentadecy! ester R B
18.00 18.20 18.40 18.60

m/z 85.10 33.53%

5000

11141 1gp211

a

263
e e N EEm s ma
m/z--> 0 50 100 150 200 250 300 350 400 450 500 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 : BF087575.D

Acq On : 31 May 2016 5:37

Operator : UM/SJ

Sample - H3316-06

Misc :

ALS Vial : 93 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]
2-Pentanone, 4-hy... 4.72 9.0 ng 350012 1 7.47 778556 20.0
unknown7 .13 7.13 93.6 ng 3643180 1 7.47 778556 20.0
Hexadecanoic acid... 16.93 4.3 ng 155921 5 18.47 720907 20.0
unknownl17 .85 17.85 2.9 ng 104726 5 18.47 720907 20.0
Hexatriacontane 18.33 2.5 ng 89603 5 18.47 720907 20.0
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