LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060516\
Data File : BF087723.D

Aca On : 5 Jun 2016 22:52

Operator : UM/SJ

Sample : H3379-16

Misc :

ALS Vial : 62 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-BF060416.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 1.758 11 15 18 rBVY 4339473 7717773 100.00% 19.396%
2 1.907 26 28 48 rVB 1319318 2564172 33.22% 6.444%
3 2.158 48 50 67 rvB2 86634 186354 2.41% 0.468%
4 5.062 301 304 314 rBV 209071 335504 4 _.35% 0.843%
5 5.462 336 339 341 rBVY 2703386 3009952 39.00% 7 .564%

6.490 425 429 432 rBV 2447058 2949637 38.22% 7.413%
6.627 438 441 443 rBV 2941087 3129598 40.55% 7.865%
6.856 459 461 464 rBv 823380 697952 9.04% 1.754%
7.016 472 475 477 rBV 2774715 2551510 33.06% 6.412%
7.427 507 511 513 rBV 1886862 2355678 30.52% 5.920%

=
QO ~NO®

11 8.148 571 574 576 rBV 813673 944489 12.24% 2.374%
12 9.222 665 668 671 rBVY 3058922 3504911 45.41% 8.808%
13 9.622 700 703 705 rBV 453467 579976 7.51% 1.458%
14 9.896 724 727 730 rVB 1129748 1047991 13.58% 2.634%
15 10.685 793 796 799 rBV 2079967 2188705 28.36% 5.500%

16 11.382 854 857 859 rBV 1101747 1070711 13.87% 2.691%
17 12.971 993 996 998 rBV 3102024 3266143 42.32% 8.208%
18 13.885 1073 1076 1084 rBV 64848 154381 2.00% 0.388%
19 14.011 1084 1087 1089 rBV 969459 875924 11.35% 2.201%
20 15.440 1209 1212 1215 rBV 534586 659888 8.55% 1.658%

Sum of corrected areas: 39791249
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF060516\

BF087723.D

5 Jun 2016 22:52

UM/SsJ

H3379-16

62 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060516\
Data File : BF087723.D

Aca On : 5 Jun 2016 22:52

Operator : UM/SJ

Sample : H3379-16

Misc :

ALS Vial : 62 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_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 Propane, 2,2-dimethoxy- Concentration Rank 1

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

1.76 221.16 ng 7717770 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 56
2 N-EthvIformamide 73 C3H7NO 000627-45-2 9
3 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 9
4 1.3-Diaminoauanidine 89 CH7N5 004364-78-7 9
5 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9

Abundance Scan 15 (1.758 min): BF087723.D (-11) (-) m/z 73.10 100.00%
73
43 {
5000
89
38 55 g0 1.701.80 1.90 2.00 2.10 2.20
| A AT Y V1. R P P m/z 43.10 54_77%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4788: Propane, 2,2-dimethoxy-
73
5000 43
1.701.80 1.90 2.00 2.10 2.20
a1 89 m/z 89.10 33.65%
0 2@“ 33\‘ \48 ‘5\7 !
LR FEL LN SN SRR FURLALEL UL UL UL SURLLLN ILR
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
30 73
1.701.80 1.90 2.00 2.10 2.20
5000 m/z 41.05 10.63%
58
44
S 39 51
L S L L L UL UL S L UL UL
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #855: 1-Propanol, 2-methyl- R e RaamEaE e
43 1.701.80 1.90 2.00 2.10 2.20
33 m/z 45.10 8.76%
5000
27
59 74
0"'I'”'I"”M"'M'l”'P'wUI”"I'L'I"”I"'W
m/z--> 10 20 30 40 50 60 70 80 90 1.701.80 1.90 2.00 2.10 2.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060516\
Data File : BF087723.D

Aca On : 5 Jun 2016 22:52

Operator : UM/SJ

Sample : H3379-16

Misc :

ALS Vial : 62 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_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 Propane, 1,1-dimethoxy- Concentration Rank 6

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

2.16 5.34 ng 186354 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 78
2 Silane. methvlenebis- 76 CH8Si2 001759-88-2 64
3 2-Propanol. 1.1-dimethoxv- 120 C5H1203 042919-42-6 33
4 1.3-Dioxolane. 2-(1-bromoethvl)- 180 C5H9Bro2 005267-73-2 27
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 16

Abundance Scan 50 (2.158 min): BF087723.D (-48) (-) m/z 75.10 100.00%
75
5000 45
M e — e
39 57 1.80 2.00 2.20 2.40
o...,....,....,....',:'..|.,...'.,....,~:.-:.,..??,....,1.0.3..,....,.... m/z 73.10  76.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4784: Propane, 1,1-dimethoxy-
75
5000 A L UL L
45 1.80 2.00 2.20 2.40
31 4 ‘ m/z 45.10 40.78%
15 57
0"'|'“'|'?'HA"'H“'j'|“'“|"'ww*"|"§%""}Pﬁ'l""w"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
75
T AT
45 1.80 2.00 2.20 2.40
5000 m/z 41.05 28.71%
29 57 68
e R R R RS RS RN RS RARRS LSS LRSS REAR WA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9253: 2-Propanol, 1,1-dimethoxy-
75 1.80 2.00 2.20 2.40
m/z 47.05 19.44%
5000
31 47 57 89
0 Il 39,1 103 119
m/z--> 10 20 3'0 4'0 50 60 7'0 8IO 90 100 110 120 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060516\
Data File : BF087723.D

Aca On : 5 Jun 2016 22:52

Operator : UM/SJ

Sample : H3379-16

Misc :

ALS Vial : 62 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.06 9.61 ng 335504 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 32
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
4 Acetone 58 C3H60 000067-64-1 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 304 (5.062 min): BF087723.D (-301) (-) m/z 43.10 100.00%
a3
59
5000
101 U UL LA LS IR
51 | 83 | 4.80 500 5.20 5.40
S S m/z 59.10 55.60%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LR R AL L I
59 480 500 520 540
m/z 101.10 20.00%
15 31 101
0 ‘ 1 N 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540
5000 M m/z 58.10 17.59%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime e R maa i
43 4.80 500 5.20 5.40
m/z 41.10 8.63%
5000
101
15 31 % 60 86
R A R SR RN ARAR RRARA RARSA RARAN AARAN LALA RALRS RS RARRY U IR L S IR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060516\
Data File : BF087723.D

Aca On : 5 Jun 2016 22:52

Operator : UM/SJ

Sample : H3379-16

Misc :

ALS Vial : 62 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_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 5 unknown6.63 Concentration Rank 2

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

6.63 89.68 ng 3129600 1,4-Dichlorobenzene-d4 6.86

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9

5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 441 (6.627 min): BF087723.D (-438) (-) m/z 132.00 100.00%
5000 68
40 s o J 620 6.40 6.60 6.80 7.00
7 5 - : : : :
o frer | sus Yo m/z 68.10 41.30%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 [Trrr[rrrr{trrr[rrrrprors
6.20 6.40 6.60 6.80 7.00
31 78 m/z 134.00 33.62%
0 ‘ b1 H 1 . !
T T e e
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
T R B R
6.20 6.40 6.60 6.80 7.00
5000 m/z 66.10 27.04%
33 44 o 105
€ 80 115
ot e e e e e
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R e
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 17.17%
116
5000 98
SIS NI JAN 8 T NN NS D |18
m/z--> 40 60 80 100 120 140 160 180 6. 20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060516\
Data File : BF087723.D

Aca On : 5 Jun 2016 22:52

Operator : UM/SJ

Sample : H3379-16

Misc :

ALS Vial : 62 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_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 7 Trifluoroacetoxy hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.89 3.52 ng 154381 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 95
2 1-Heneicosanol 312 C21H440 015594-90-8 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 1-Heptacosanol 396 C27H560 002004-39-9 91
5 Behenic alcohol 326 C22H460 000661-19-8 91
Abundance Scan 1076 (13.885 min): BF087723.D (-1073) (-) m/z 57.10 100.00%
57 g3
5000 111
3 139 »o7 13.60 13.80 14.00 14.20
o} m/z 43.10 90.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175127: Trifluoroacetoxy hexadecane
57
97
5000
13.60 13.80 14.00 14.20
29 125 m/z 55.10 89.76%
o L bodho 154 179196 224 251260 330
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance

55 83

13.60 13.80 14.00 14.20
5000 111 m/z 83.10 83.28%

29
o 139 167 106 233 266 294
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1

83 13.60 13.80 14.00 14.20
m/z 97.10 78 .69%
5000
o \“ ‘ 167 195 222 250 280 308 336
.”“”q“”.”... .................”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060516\
Data File : BF087723.D

Acq On : 5 Jun 2016 22:52

Operator : UM/SJ

Sample - H3379-16

Misc :

ALS Vial : 62 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060416_.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]
Propane, 2,2-dime... 1.76 221.2 ng 7717770 1 6.86 697952 20.0
Propane, 1,l1-dime... 2.16 5.3 ng 186354 1 6.86 697952 20.0
2-Pentanone, 4-hy... 5.06 9.6 ng 335504 1 6.86 697952 20.0
unknown6 .63 6.63 89.7 ng 3129600 1 6.86 697952 20.0
Trifluoroacetoxy ... 13.89 3.5 ng 154381 5 14.01 875924 20.0
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