LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111516\
Data File : BF091168.D

Aca On : 15 Nov 2016 9:45

Operator : UM/SJ

Sample : PB94688BL

Misc :

ALS Vial : 3 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-BF110316.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 1.733 3 4 13 rBvV 2310343 5688004 90.48% 12.325%
2 1.847 13 14 63 rvB 336384 1938504 30.84% 4.201%
3 4.773 268 270 283 rBV 912523 1415360 22.52% 3.067%
4 5.230 308 310 325 rBVY 2277530 2655941 42.25% 5.755%
5 6.282 400 402 410 rBVY 2293859 2482204 39.49% 5.379%

6.396 410 412 415 rBV 2156119 2712513 43.15% 5.878%
6.636 431 433 444 rBV 868742 1011654 16.09% 2.192%
6.785 444 446 449 rBV 3373046 3539435 56.30% 7.670%
2591281 2986384 47.51% 6.471%
7.916 543 545 558 rBV 1138659 1404465 22.34% 3.043%
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11 9.002 637 640 642 rBV 5205525 5488228 87.31% 11.892%
12 9.665 696 698 701 rBV 1556022 1602187 25.49% 3.472%
13 10.453 765 767 770 rBV 1832966 1883145 29.96% 4._.081%
14 11.151 825 828 830 rBV 1591976 1671296 26.59% 3.622%
15 12.568 950 952 954 rBV 215402 175470 2.79% 0.380%

16 12.739 964 967 969 rBV 5281549 6286232 100.00% 13.622%
17 13.265 1011 1013 1016 rBV2 88768 120603 1.92% 0.261%
18 13.780 1055 1058 1060 rBV 1367046 1611950 25.64% 3.493%
19 14.991 1158 1164 1173 rBV2 17420 84170 1.34% 0.182%
20 15.140 1175 1177 1180 rBV 1086242 1391079 22.13% 3.014%

Sum of corrected areas: 46148824
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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:\HPCHEMI\BNA F\DATA\BF111516\

BF091168.D

15 Nov 2016  9:45

UM/SsJ

PB94688BL

3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.M

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF111516\
Data File : BF091168.D

Aca On : 15 Nov 2016 9:45

Operator : UM/SJ

Sample - PB94688BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Propane, 1,1-dimethoxy- Concentration Rank 4

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

1.85 38.32 ng 1938500 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 74
2 Thiocvanic acid. methvl ester 73 C2H3NS 000556-64-9 22
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 14
4 2.2"-Bi-1.3-dioxolane 146 C6H1004 006705-89-1 9
5 1-Cyclohexyl-3-ethoxy-butan-2-one 198 C12H2202 074897-69-1 9

Abundance Scan 14 (1.847 min): BF091168.D (-13) (-) m/z 75.10 100.00%
75 p
5000
45
34 57 103 1.80 1.90 2.00 2.10 2.20 2.30
r-~rrrritte e et e m/z 73.10 74.21%
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 110
Abundance #4666: Propane, 1,1-dimethoxy-
75
5000
1.80 1.90 2.00 2.10 2.20 2.30
m/z 45.10 36.07%
o o 2\\\ H\ % 69 88 103
”'P'”I”'W'”'P'”I”'W'”'P'”I”'W'”'P'”I”'W'
m/z--> 0 10 60 70 80 90 100 110
Abundance
73
15 45 1.80 1.90 2.00 2.10 2.20 2.30
5000 m/z 41.10 24 _85%
32
2 26 39 | 51 i 64 \/\\\f\\_\‘—\ﬁu__y——v_—_ﬁ
e L L UL UL UL IS IR R IS B
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 110
Abundance #4342: Pentane, 3-methoxy- B N R R
73 1.80 1.90 2.00 2.10 2.20 2.30
m/z 47.05 14 _.48%
5000
45
29
0 - 39 5‘5 o7 4 101 L—y—-’v
m/z--> 0 10 20 3'0 4'0 50 60 7'0 80 90 100 110 1.80 1.90 2.00 2.10 2.20 2.30
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF111516\
Data File : BF091168.D

Aca On : 15 Nov 2016 9:45

Operator : UM/SJ

Sample - PB94688BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.77 27.98 ng 1415360 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 42
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 23
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 270 (4.773 min): BF091168.D (-268) (-) m/z 43.10 100.00%

43
59
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101 T T
440 460 480 500
83
o..,....,....,..??-,'....,??.'.i...‘?9,....,....,....,|....,. m/z 59.10 59.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LI L L L L L L LB L L
440 4.60 4.80 5.00
59 m/z 101.10 19.50%
101
0 2\7\\ 37\ il 53 H 67 " 83 91 ! ‘
T T T e e e e e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
B e e R S NI
440 4.60 4.80 5.00
5000 m/z 58.10 17.17%
41
53 73 86
o o T
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- R ....,.
59 440 460 480 5.00

m/z 41.10 8.69%

5000 41
31
| LT
ol 15 I W slll | 98
..,....,....,....,....,... T

m/z--> 10 20 40 50 60 70 80 90 100 110 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF111516\
Data File : BF091168.D

Aca On : 15 Nov 2016 9:45

Operator : UM/SJ

Sample - PB94688BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown6.40 Concentration Rank 3

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

6.40 53.63 ng 2712510 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 22
2 2-Cvclohexen-1-one 96 C6H80 000930-68-7 11
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Benzene. 1l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 412 (6.396 min): BF091168.D (-410) (-) m/z 132.00 100.00%
132
68
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96 INEBERAEBE RS SRR N
40 54 -8 | 06 J 6.00 6.20 6.40 6.60 6.80
0 AN W - N | A m/z 68.10 52.17%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14006: 5-Aminoindole
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5000 SRS RS IS I
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104 m/z 66.05 33.19%
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ol 14 27 39 51 P 77 g | 15 ‘
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39 9%
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15 53
ool el
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Abundance #48639: Tranylcypromine- proplonyl R REEAE B B
57 132 6.00 6.20 6.40 6.60 6.80

m/z 69.10 20.82%
74

116
5000 98
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o...,...w....qm.um.uh.ﬂw..4 W1/ LS AN 1ﬁTTqTAﬁj+nTTHTTFT

m/z--> 20 40 100 120 140 160 180 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF111516\
Data File : BF091168.D

Aca On : 15 Nov 2016 9:45

Operator : UM/SJ

Sample - PB94688BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Hexadecanoic acid, butyl ester Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.57 2.18 ng 175470 Chrysene-di12 13.78
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 74
3 1.3-Hexanediol. 2-ethvl- 146 C8H1802 000094-96-2 32
4 Pentadecane. 8-methvlene- 224 C16H32 055668-09-2 32
5 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 27

Abundance Scan 952 (12.568 min): BF091168.D (-950) (-) m/z 56.10 100.00%
56
5000
4
239 257 A DL SR N IUAAE B
h " 157 185 213 12.20 12.40 12.60 12.80
Obrrprre ol ik m/z 57.10 59.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124073: Hexadecanoic acid, buty| ester
56
5000 RS BARSAARSAR RARERR
nmnmnmnm
29 1 239257 m/z 43.10 37.53%
101
A i s g
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
12.20 12,40 12.60 12.80
5000 m/z 41.10 33.06%
29 73
o 97113 157 185 213 28957 5 ap
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #21176: 1,3-Hexanediol, 2—ethy|— L L B |A/I\l A | B
56 12.20 12.40 12.60 12.80

m/z 73.10 32.90%

5000 73

29 103

o A 4 WA W

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12.60 12.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111516\
Data File : BF091168.D

Acq On : 15 Nov 2016 9:45

Operator : UM/SJ

Sample : PB94688BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Propane, 1,l1-dime... 1.85 38.3 ng 1938500 1 6.64 1011650 20.0
2-Pentanone, 4-hy... 4.77 28.0 ng 1415360 1 6.64 1011650 20.0
unknown6 .40 6.40 53.6 ng 2712510 1 6.64 1011650 20.0
Hexadecanoic acid... 12.57 2.2 ng 175470 5 13.78 1611950 20.0
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