LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122716\
Data File : BF091968.D

Aca On : 27 Dec 2016 15:26

Operator : UM/SJ

Sample : PB95629BL

Misc :

ALS Vial : 8 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-BF122116.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 4.899 243 246 259 rBVY 1650403 2629898 37.75% 4 .665%
2 5.367 284 287 289 rBVY 5124698 6967433 100.00% 12.359%
3 6.407 375 378 380 rBY 5627366 6333829 90.91% 11.235%
4 6.510 384 387 389 rBVY 6768429 6716716 96.40% 11.914%
5 6.727 403 406 408 rBV 1622476 1400295 20.10% 2.484%

6.887 417 420 422 rBV 4209467 4606411 66.11% 8.171%
7.299 453 456 458 rBV 3541594 3736598 53.63% 6.628%
8.019 516 519 521 rBV 1483342 1693360 24.30% 3.004%
9.093 610 613 616 rBV 5042267 6161776 88.44% 10.930%
9.768 669 672 674 rBVY 2163430 1905103 27.34% 3.379%

=
QO ~NO®

11 10.556 739 741 744 rBV2 2561206 3575726 51.32% 6.343%
12 11.253 799 802 804 rBV 1687710 1825616 26.20% 3.238%
13 12.671 923 926 928 rBV 214580 188181 2.70% 0.334%
14 12.842 938 941 943 rBV 5753950 5826639 83.63% 10.335%
15 13.368 986 987 989 rVB 106441 123538 1.77% 0.219%

16 13.882 1030 1032 1035 rBV 1600408 1503248 21.58% 2.667%
17 15.277 1152 1154 1157 rBV 788132 1180802 16.95% 2.095%

Sum of corrected areas: 56375169
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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\BF122716\

BF091968.D

27 Dec 2016 15:26

UM/SsJ

PB95629BL

8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122716\
Data File : BF091968.D

Aca On : 27 Dec 2016 15:26

Operator : UM/SJ

Sample - PB95629BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.90 37.56 ng 2629900 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 246 (4.899 min): BF091968.D (-243) (-) m/z 43.05 100.00%
43.0
59.1
5000
O ik 4% 500 520
83.0 : : : :
Ol et ..:|,....,~....',|....,....,....,....,....,297.-9. m/z 59.10 59.60%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L UL L IS UL
59.0 460 480 500 520
0
150 1010 m/z 101.10 19.91%
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
43.0
460 480 500 520
5000 500 m/z 58.00 15.29%
101.0
15.0 83.0
e L L I U L S S BRI S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8114: 3-Hexanol, 4-methyl-
59.0 4.60 4.80 5.00 5.20
m/z 41.10 9.22%
5000 41.0
L
O'E%?w'ﬂm'ﬁh'w”lﬂ"P"W"”I'”'I”"P"W"”
m/z--> 20 40 60 80 100 120 140 160 180 200 460 4.80 5.00 5.20
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEMI\BNA F\DATA\BF122716\

BF091968.D

27 Dec 2016 15:26
UM/SJ

PB95629BL

8 Sample Multiplier: 1

= C:\DATABASE\NISTO2.L

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.51 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
6.51 95.93 ng 6716720 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 9

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 387 (6.510 min): BF091968.D (-384) (-) m/z 132.00 100.00%

132.0
5000 68.1
AR B
6.20 6.40 6.60 6.80
0 B e o m/z 68.10 45 .19%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 "
5000 LI L B L LA BB |
6.20 6.40 6.60 6.80
0,
310 510 m/z 134.00 34.34%
0 ‘ b1 H 1 . !
e e e e e T
m/z--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
L mE e
74.0 6.20 6.40 6.60 6.80
5000 ggo 1160 m/z 66.10 28.03%
158.0 189.0
L e T A A o
m/z--> 40 60 80 100 120 140 160 180
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal e AR n
132.0 6.20 6.40 6.60 6.80
m/z 69.05 18.18%
5000 67.0
41.0 97.0
‘ ‘ 117.0
ok “ SLO“‘ “F ....M..“. N SN S L G
m/z--> 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122716\
Data File : BF091968.D

Aca On : 27 Dec 2016 15:26

Operator : UM/SJ

Sample - PB95629BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 Hexadecanoic acid, butyl ester Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.67 2.50 ng 188181 Chrysene-di12 13.88
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 Nipecotic acid 129 C6H11NO2 000498-95-3 50
4 Cvclohexanol. 4-amino-. trans- 115 C6H13NO 027489-62-9 30
5 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 27

Abundance Scan 926 (12.671 min): BF091968.D (-923) (-) m/z 56.10 100.00%
56.1
5000
129.1 257.3 S N S
185.1 12.40 12.60 12.80 13.00
Ot M 3124 %2 "m/z 57.10 54.98%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #124071: Hexadecanoic acid, buty| ester
56.0
5000 R RAEA R KRR RS
2570 12.40 12.60 12.80 13.00
129.0 ' m/z 41.10 38.11%
dsol [, memso | a0
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance
56.0
12,40 12.60 12:80 13.00
5000 m/z 43.10 36.79%
. 1290 yg50 2570 359
miz-> 0 50 100 150 200 250 300 350 400 450
Abundance #12423: Nipecotic acid R A LEEaE s
57.0 12.40 12.60 12.80 13.00
m/z 73.00 32.40%
5000
129.0
O#i{jlA;'!'”'I'”'I'”'I'”'I'”'I'”'I'”'I'”'
miz--> 0 50 100 150 200 250 300 350 400 450 12.40 12.60 12.80 13.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122716\
Data File : BF091968.D

Acq On : 27 Dec 2016 15:26

Operator : UM/SJ

Sample - PB95629BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .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]
2-Pentanone, 4-hy... 4.90 37.6 ng 2629900 1 6.73 1400300 20.0
unknown6 .51 6.51 95.9 ng 6716720 1 6.73 1400300 20.0
Hexadecanoic acid... 12.67 2.5 ng 188181 5 13.88 1503250 20.0

8270-BF122116.M Wed Dec 28 11:58:35 2016 Page: 6



