LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF123115\
Data File : BF084213.D

Aca On : 31 Dec 2015 23:44

Operator : UM/SJ

Sample : PB86817BL

Misc :

ALS Vial : 23 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-BF123115.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 2.213 9 11 27 rVB2 100874 300991 3.74% 0.451%
2 5.093 260 263 274 rBV 1423760 2016535 25.07% 3.019%
3 5.504 296 299 301 rBVY 6907602 6929355 86.16% 10.374%
4 6.522 385 388 391 rBVY 5544534 6354525 79.01% 9.513%
5 6.670 398 401 403 rBVY 6218351 7340863 91.27% 10.990%

6.899 419 421 423 rBV 2287221 1831087 22.77% 2.741%
7.059 432 435 437 rBV 5844486 5656889 70.34% 8.469%
7.459 467 470 473 rBV 4126696 4232350 52.62% 6.336%
8.179 531 533 536 rVB 1864049 2339261 29.09% 3.502%
9.265 625 628 630 rBY 8317950 8042583 100.00% 12.041%

=
QO ~NO®

11 9.939 684 687 690 rBV 2909956 2650420 32.95% 3.968%
12 10.728 753 756 758 rBV 5094856 4937506 61.39% 7.392%
13 11.425 814 817 819 rBV 3049708 2678314 33.30% 4._.010%
14 12.842 938 941 943 rBV 239421 223209 2.78% 0.334%
15 13.014 953 956 958 rBV 8062871 7661249 95.26% 11.470%

16 13.539 1000 1002 1005 rBV 127084 155511 1.93% 0.233%
17 14.054 1045 1047 1050 rBV 2075700 1993296 24.78% 2.984%
18 15.494 1170 1173 1176 rBV 1168733 1451167 18.04% 2.173%

Sum of corrected areas: 66795111
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF123115\
Data File : BF084213.D

Aca On : 31 Dec 2015 23:44

Operator : UM/SJ

Sample : PB86817BL

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF084213.D
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2000000
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Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF084213.D
8000000 9|26 13,01

6000000
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4000000
9.04 11.42

2000000 8.18

12.84 13.54
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L e e

T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF084213.D
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4000000
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Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF123115\
Data File : BF084213.D

Aca On : 31 Dec 2015 23:44

Operator : UM/SJ

Sample : PB86817BL

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 1 Propane, 1,1-dimethoxy- Concentration Rank 4

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

2.21 3.29 ng 300991 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 83
2 Silane. trimethvl(2-methvlpropoxv)- 146 C7H180Si 018269-50-6 40
3 Aminoacetaldehvde dimethvl acetal 105 C4H11NO2 022483-09-6 33
4 3-(Methvlthio)-2-butanone 118 C5H100S 053475-15-3 33
5 Acetic acid, dimethoxy-, methyl ... 134 C5H1004 000089-91-8 28

Abundance Scan 11 (2.213 min): BF084213.D (-9) (-) m/z 75.10 100.00%
79.1
45.0
5000

| 207.0 2.20 2.30 2.40 2.50 2.60
A APAAS A M0 M A m/z 73.05  72.05%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4671: Propane, 1,1-dimethoxy-
75.0
5000 29.0 45.0

2.20 2.30 2.40 2.50 2.60
m/z 45.00 54 .57%

\ ‘ 103.0

o

B IR B e A B B S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
75.0
131.0
2.20 2.30 2.40 2.50 2.60
5000 103.0 m/z 41.05 38.09%
45.0
29.0
O At e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4809: Aminoacetaldehyde dimethyl acetal
75.0 2.20 2.30 2.40 2.50 2.60
m/z 47.05 25.91%
5000
80.0 47 0
14‘0 ‘ 98.0
Ol ....,..”,....“...,...w....,”..,...w.... Nt
m/z--> 20 40 60 80 100 120 140 160 180 200 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF123115\
Data File : BF084213.D

Aca On : 31 Dec 2015 23:44

Operator : UM/SJ

Sample : PB86817BL

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.09 22.03 ng 2016540 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
3 Propane. 2-methvl-2-(1l-methvleth._.. 116 C7H160 017348-59-3 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32

Abundance Scan 263 (5.093 min): BF084213.D (-260) (-) m/z 43.10 100.00%
431
59.1
5000
101.1 IR R RN L R
4.80 5.00 5.20 5.40
bl gl 80 270 s 5910 53.34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 iR sk sk sk
0
150 1010 m/z 101.10 16.03%
0 wl ol . 83.0 ! ‘
LI S SULELEL SURLLIL SURLIL DAL DL BN AL L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59.0
480 500 520 540
5000 m/z 58.10 15.79%
101.0
41.0
15.0 83.0
G L L I S L S S BRI S B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- e
59.0 4.80 5.00 5.20 5.40
m/z 41.10 9.09%
5000
41.0
101.0
0'”'?%ﬂ'wb”1W'”'l'”'J'”'I'”'I'”'I'”'I'”'I'”' "'P"W"”I'”'I'A'
m/z--> 20 40 60 80 100 120 140 160 180 200 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF123115\
Data File : BF084213.D

Aca On : 31 Dec 2015 23:44

Operator : UM/SJ

Sample : PB86817BL

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 unknown6.67 Concentration Rank 1

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

6.67 80.18 ng 7340860 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 401 (6.670 min): BF084213.D (-398) (-) m/z 132.00 100.00%
132.0
5000 68.1
T "ok 6k ok 7h0
e SRS . S 1| M, m/z 68.10 38.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 LR I L R UL
6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 35.03%
0"P'“I”'W'“hPl”JL'W'”lP'”P'”I“'W'”'P'”I””I“'W'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
" 640 6.60 6.80 7.00
5000 67.0 m/z 66.10 25.89%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole AR E A
132.0 6.40 6.60 6.80 7.00
m/z 69.10 16.41%
5000
104.0
ol 140 270 390 510 00770 g0 || 150 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF123115\
Data File : BF084213.D

Aca On : 31 Dec 2015 23:44

Operator : UM/SJ

Sample : PB86817BL

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 5 Hexadecanoic acid, butyl ester Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.84 2.24 ng 223209 Chrysene-di12 14 .05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 90
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 74
3 Hexanoic acid. butvl ester 172 C10H2002 000626-82-4 38
4 Hexadecanoic acid. 2-methvlpropv... 312 C20H4002 000110-34-9 32
5 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 27

Abundance Scan 941 (12.842 min): BF084213.D (-938) (-) m/z 56.10 100.00%
56.1
5000
129.1 257.3 SN NS i S
83.1 1571 185.2 213.2 12.60 12.80 13.00 13.20
(o} m/z 57.10 55.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124073: Hexadecanoic acid, buty| ester
56.0
5000 T ----u-r\-?----uﬂ--
12. 60 12.80 13.00 13.20
29.0 m/z 43.05 42 .46%
129.0 257.0
bt 060 ) 1570 1850 2130 | 7 omgg 3120
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56.0
" 1260 1280 13.00 13.20
5000 m/z 41.10 34.01%
29.0
o 83.0 129.0 157.0 185.0 213.0 257'0281.0 312.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #37229: Hexanoic acid, butyl ester
56.0 99.0 12.60 12.80 13.00 13.20
: m/z 55.10 33.94%
29.0
5000
o 129.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.60 1280 13.00 13.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF123115\
Data File : BF084213.D

Acq On : 31 Dec 2015 23:44

Operator : UM/SJ

Sample : PB86817BL

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.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... 2.21 3.3 ng 300991 1 6.90 1831090 20.0
2-Pentanone, 4-hy... 5.09 22.0 ng 2016540 1 6.90 1831090 20.0
unknown6 .67 6.67 80.2 ng 7340860 1 6.90 1831090 20.0
Hexadecanoic acid... 12.84 2.2 ng 223209 5 14.05 1993300 20.0
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