LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060916\
Data File : BF087848.D
Aca On 9 Jun 2016 13:10 Instrument :
Operator : UM/SJ E?Afs el

- _ lentosampleld :
3?22'6 : H3477-05 1300-05-CB-06072016
ALS Vial : 5 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-BF060716.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 1.667 4 7 10 rVB 3633538 6265505 100.00% 17.033%
2 1.747 13 14 24 rVB 437709 672256 10.73% 1.828%
3 1.873 24 25 40 rVB 1732780 3334261 53.22% 9.064%
4 2.067 40 42 78 rvB 100604 433283 6.92% 1.178%
5 5.004 296 299 306 rVB 137228 222242 3.55% 0.604%

5.416 332 335 337 rBV 2304127 2399752 38.30% 6.524%
6.456 423 426 428 rBV 2329194 2608526 41.63% 7.091%
437 440 rBV 1986265 2667301 42.57% 7.251%
6.822 455 458 460 rBvV 726640 736669 11.76% 2.003%
6.970 469 471 474 rVB 1592783 2146345 34.26% 5.835%

(@R {cNec R NNe))
(0}
o))
o0}
N
I
w
a1

11 7.382 504 507 510 rBV 1563397 1564683 24.97% 4._.254%
12 8.102 568 570 573 rBV 1142917 981238 15.66% 2.668%
13 9.176 661 664 667 rBY 2670138 2989891 47.72% 8.128%
14 9.576 696 699 700 rBV 286109 360345 5.75% 0.980%
15 9.851 721 723 726 rVB 1340450 1165422 18.60% 3.168%

16 10.285 760 761 763 rVB 68483 69045 1.10% 0.188%
17 10.639 789 792 794 rBV 1885120 1876566 29.95% 5.102%
18 10.765 801 803 807 rBvV 66808 106199 1.69% 0.289%
19 11.325 850 852 855 rvB2 918904 1093645 17.46% 2.973%
20 12.742 973 976 978 rBV 233174 192753 3.08% 0.524%

21 12.914 988 991 993 rBV 2810265 2720631 43.42% 7.396%
22 13.440 1035 1037 1039 rBV 136014 144272 2.30% 0.392%
23 13.805 1067 1069 1079 rBV 213204 330725 5.28% 0.899%
24 13.954 1079 1082 1084 rBV 1108162 1002048 15.99% 2.724%
25 15.360 1202 1205 1208 rBV 596503 700605 11.18% 1.905%

Sum of corrected areas: 36784208
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF060916\

BF087848.D

9 Jun 2016 13:10

UM/SsJ

H3477-05

5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L
ion Parameters: LSCINT.P

1300-05-CB-06072016
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TIC: BF087848.D
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Time-->
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8270-BF060716.-M Fri

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060916\
Data File : BF087848.D

Aca On : 9 Jun 2016 13:10

Operator : UM/SJ

Sample : H3477-05

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 unknownl.67 Concentration Rank 1

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

1.67 170.10 ng 6265510 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 38
2 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 9
3 1.3-Diaminoauanidine 89 CH7N5 004364-78-7 9
4 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
5 1,3-Dioxolane, 2-(3-bromo-5,5,5-... 352 C10H16BrCI1302 1000115-31-4 9

Abundance Scan 7 (1.667 min): BF087848.D (-4) (-) m/z 73.10 100.00%
(<}
5000 43
89
e
55 1.70 1.80 1.90 2.00 2.10
Ok i b 080 L Tm/z 43.10 50.92%
m/z--> 10 20 30 50 70 80 90
Abundance #4788: Propane, 2,2-dimethoxy-
73
5000 43
1.70 1.80 1.90 2.00 2.10
3 89 m/z 89.10 32.26%
0 2@ | ‘ 33\‘ | 48 ‘5\7 |
L SRR SR SIS LA UL SR SULLLN FUL LS JULL
m/z--> 10 20 30 40 50 70 80 90
Abundance
43
3 170 1.80 1.90 2.00 2.10
5000 m/z 41.05 9.69%
27
59 74
e S L L UL LI S S SUR B
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2222: 1,3-Diaminoguanidine
43 1.70 1.80 1.90 2.00 2.10
32 m/z 45.10 8.15%
58 89
5000 18 /\
0 “ 4 | | 53 11 7\2\
L I UL FULELEL I S SRS USLILS ILELLIS S AN IUURAE UL U R
m/z--> 10 20 40 50 70 80 90 1.70 1.80 1.90 2.00 2.10
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8270-BF060716.-M Fri

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060916\
Data File : BF087848.D

Aca On : 9 Jun 2016 13:10

Operator : UM/SJ

Sample : H3477-05

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 4 Propane, 1,1-dimethoxy- Concentration Rank 6

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

2.07 11.76 ng 433283 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 83
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 27
3 1.3-Dioxolane. 2-(l1l-bromoethvl)- 180 C5H9Bro02 005267-73-2 25
4 Thiocvanic acid. methvl ester 73 C2H3NS 000556-64-9 9
5 Glycine 75 C2H5NO02 000056-40-6 9

Abundance Scan 42 (2.067 min): BF087848.D (-40) (-) m/z 75.10 100.00%
76
5000
45 A
57 180 200 220 240
0! A o T o L B m/z 73.10 73.36%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4789: Propane, 1,1-dimethoxy-
75
5000 2 4 L R R R R
1.80 2.00 2.20 2.40
m/z 45.10 39.35%
T e s
L L L S L W L DL W
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
73
180 200 220 240
5000 m/z 41.05 24 .80%
45
29
0 55 101
m/z--> 20 40 ' 80 100 120 140 160 180
Abundance #45849: 1,3-Dioxolane, 2-(1-bromoethyl)-
7 1.80 2.00 2.20 2.40
m/z 47.05 15.62%
5000 j\\k
45
27
ol b, 57 | g9 107 119 135 179
m/z--> 20 40 60 80 100 120 140 160 180 180 200 220 2.40
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8270-BF060716.-M Fri

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060916\
Data File : BF087848.D

Aca On : 9 Jun 2016 13:10

Operator : UM/SJ

Sample : H3477-05

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

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

5.00 6.03 ng 222242 1,4-Dichlorobenzene-d4 6.82
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-dimethv... 141 C7H11NO2 001116-98-9 17
3 Butane. 1l-ethoxvy- 102 C6H140 000628-81-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 299 (5.004 min): BF087848.D (-296) (-) m/z 43.10 100.00%
43
59
5000
101
51 | 83 4.60 4.80 5.00 520 5.40
Ot e e e e e e m/z 59.10 61.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 S LI L L L LB L B
4.60 4.80 5.00 520 5.40
m/z 101.10 22.49%
Nl 83 o3 %!
Ot T T R T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
I e e R
4.60 4.80 5.00 520 5.40
5000 41 m/z 58.10 16.97%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #4425: Butane, 1-ethoxy- S R mmmma e e L
59 460 4.80 5.00 5.20 5.40
31 m/z 41.10 9.18%
5000 41
73
1\5 LI 51\‘ , ‘ 87 102
o ] O L8 NN .~ R U S RSN SNBSS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20 5.40
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8270-BF060716.-M Fri

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060916\
Data File : BF087848.D

Aca On : 9 Jun 2016 13:10

Operator : UM/SJ

Sample : H3477-05

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 unknown6.58 Concentration Rank 3

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

6.58 72.42 ng 2667300 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 437 (6.582 min): BF087848.D (-435) (-) m/z 132.00 100.00%
132
5000 68
96 T T T T T T
40 5y 78 06 6.20 6.40 6.60 6.80 7.00
01 e B m/z 68.10 41.98%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 NP S SRR
6.20 6.40 6.60 6.80 7.00
31 51 m/z 134.00 32.43%
0'"|'J”Ml'Hw'l”j?”"|“'”l""""l”"l'”'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
620 6.40 6.60 6.80 7.00
5000 m/z 66.10 26 .89%
104
ol 14 27 39 1 66 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl SRR R R A RE
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 16.88%
5000 98 116
) AN | VIR A N HW..LL,..“u N 189 SN Y
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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8270-BF060716.-M Fri

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060916\
Data File : BF087848.D

Aca On : 9 Jun 2016 13:10

Operator : UM/SJ

Sample : H3477-05

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 8 Hexadecanoic acid, butyl ester Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.74 3.85 ng 192753 Chrysene-di12 13.95
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 72
3 Hexadecanoic acid. 2-methvlpropyv... 312 C20H4002 000110-34-9 59
4 Nipecotic acid 129 C6H11NO2 000498-95-3 47
5 Butyl 4,8,12-trimethyl-tridecanoate 312 C20H4002 1000336-63-2 45

Abundance Scan 976 (12.742 min): BF087848.D (-973) (-) m/z 56.10 100.00%
56
5000
73
129 239 227 RMBENUE | G | SRR
3 o 185 213 a1 12.40 12.60 12.80 13.00
Obrr vl m/z 57.10 57 .34Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154930: Hexadecanoic acid, buty| ester
56
5000 AR
257 nmnmnmmm
29 3 129 239 m/z 43.10 37.82%
N S N N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
1240 12.60 12.80 13.00
5000 m/z 41.05 36.00%
29 73
o 97113 157 185 213 239757 L app
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #154965: Hexadecanoic acid, 2-methylpropyl ester
57 12.40 12.60 12.80 13.00
m/z 73.00 32.03%
5000 4
{ 239 957
213 ‘ H

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

12.40 12.60 12.80 13.00

m/z-->
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060916\

Data File : BF087848.D

Aca On 9 Jun 2016 13:10

Operator : UM/SJ

ﬁ?ggle i H3477-05 1300-05-CB-06072016
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 9 Butyl myristate Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.44 2.88 ng 144272 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvl mvristate 284 C18H3602 000110-36-1 72
2 Cvclobutane. 1.1-dimethvl-2-octvl- 196 C14H28 062338-30-1 35
3 Hexane. 3.4-dimethvl- 114 C8H18 000583-48-2 35
4 1-Hexene. 2.5-dimethvl- 112 C8H16 006975-92-4 27
5 1-Pentene, 2,4-dimethyl- 98 C7H14 002213-32-3 27
Abundance Scan 1037 (13.440 min): BF087848.D (-1035) (-) m/z 56.10 100.00%
56
5000 " x C
o7 129
111 | 143 185 241 267 285 13.20 13.40 13.60 13.80
Obrrrrrrrrtler ||.': 199 m/z 57.10 60.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131257: Butyl myristate
56
41 229 13.20 13.40 13.60 13.80
m/z 43.10 43.61%
‘ 101 185 284
Obrrr e h I \,}‘}?,,I}leljmln\h e 255269 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
56
13120 13.40 1360 13.80
5000 " m/z 41.05 37.39%
70
o 26 97 111196140154168 196
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7647: Hexane, 3,4-dimethyl- T T T
56 13.20 13.40 13.60 13.80
m/z 55.10 33.15%
5000 4 85 \
oL 26 || || 70 | 99114
TTT[TTITT [T |||||||| LN L L BN LR I LRI BRI LRI LR —v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
m/z--> 20 Jo 60 80 100 120 140 160 180 200 220 240 260 280 13.20 13.40 13.60 13.80
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8270-BF060716.-M Fri

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060916\
Data File : BF087848.D

Aca On : 9 Jun 2016 13:10

Operator : UM/SJ

Sample : H3477-05

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 10 Behenic alcohol Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.81  6.60 ng 330725  Chrysene-d12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 gehenic alcohol 326 C22HA60 000661-19-8 94

2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
3 n-Tetracosanol- 354 C24H500 000506-51-4 94
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 94
5 1-Heneicosanol 312 C21H440 015594-90-8 93
Abundance Scan 1069 (13.805 min): BF087848.D (-1067) (-) m/z 57.10 100.00%
g7 83
= o m
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—
3 139 13.40 13.60 13.80 14.00 14.20
163
0 207 526 m/z 55.10 93.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol
55 83
5000 111 "/"/-\T'-\------------r\---
340 360 1380 1400 14.20
- m/z 83.10 89.26%
ol 167 196 224 252 280 308
A RRaaaRRnEESRREEES
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
97
13.40 13.60 13.80 14.00 14.20
5000 m/z 43.10 88.09%
29 125
0 79 154 179196 224 9251269 320
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1 A AEEEEEE EEE e
83 13.40 13.60 13.80 14.00 14.20
m/z 69.05 79.62%
5000
o \“ ‘ 167 195 222 250 280 308 336 _gmA,ﬂ \ A
”w””“”.”” - S T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 anmnmmmmm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF060916\

Data File : BF087848.D

Acq On 9 Jun 2016 13:10

Operator : UM/SJ

3?22'6 i H3477-05 1300-05-CB-06072016
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.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]
unknownl .67 1.67 170.1 ng 6265510 1 6.82 736669 20.0
Propane, 1,l1-dime... 2.07 11.8 ng 433283 1 6.82 736669 20.0
2-Pentanone, 4-hy... 5.00 6.0 ng 222242 1 6.82 736669 20.0
unknown6 .58 6.58 72.4 ng 2667300 1 6.82 736669 20.0
Hexadecanoic acid... 12.74 3.9 ng 192753 5 13.95 1002050 20.0
Butyl myristate 13.44 2.9 ng 144272 5 13.95 1002050 20.0
Behenic alcohol 13.81 6.6 ng 330725 5 13.95 1002050 20.0
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