LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112315\
Data File : BF083198.D

Aca On : 23 Nov 2015 11:41

Operator : UM/I1Z

Sample : G4437-08

Misc :

ALS Vial : 81 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-BF112115.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 4.776 241 244 254 rBV 777174 1158421 15.54% 2.297%
2 5.233 282 284 296 rBVY 2366546 2865268 38.44% 5.680%
3 6.296 375 377 385 rBVY 1392570 1892589 25.39% 3.752%
4 6.410 385 387 390 rBVY 4894766 5013871 67.26% 9.940%
5 6.639 405 407 409 rBV 1434049 1299347 17.43% 2.576%
6 6.799 418 421 423 rBV 4895336 4994827 67.01% 9.902%
7 7.210 454 457 460 rBVY 3586940 4181474 56.10% 8.290%
8 7.702 493 500 502 rBV 30421 80588 1.08% 0.160%
9 7.930 517 520 522 rBVY 1560380 1648931 22.12% 3.269%
10 8.410 556 562 564 rBV6 29081 87359 1.17% 0.173%
11 8.456 564 566 571 rvVv 67940 79238 1.06% 0.157%

12 9.005 611 614 617 rBV 5073134 7454146 100.00% 14.778%
13 9.679 670 673 675 rBV 1472843 1865016 25.02% 3.697%
14 10.468 739 742 744 rBV 4127352 4739034 63.58% 9.395%
15 10.594 752 753 757 rVB 88930 99676 1.34% 0.198%

16 11.154 799 802 804 rBV 1683389 1778975 23.87% 3.527%
17 11.702 848 850 854 rVvB 398525 399794 5.36% 0.793%
18 12.399 908 911 916 rVB3 47485 118012 1.58% 0.234%
19 12.491 916 919 921 rBV 361088 512981 6.88% 1.017%
20 12.582 925 927 929 rVB2 72064 92314 1.24% 0.183%

21 12.742 938 941 943 rBV 6321500 6976756 93.60% 13.831%
22 13.771 1029 1031 1034 rBV 1720798 1756363 23.56% 3.482%
23 15.143 1148 1151 1153 rBV 893025 1346507 18.06% 2.669%

Sum of corrected areas: 50441487
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMIN\BNA F\DATA\BF112315\

BF083198.D

23 Nov 2015 11:41

ums1z

G4437-08

81 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF112115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112315\
Data File : BF083198.D

Aca On : 23 Nov 2015 11:41

Operator : UM/I1Z

Sample : G4437-08

Misc :

ALS Vial : 81 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.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.

4.78 17.83 ng 1158420 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 59
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 244 (4.776 min): BF083198.D (-241) (-) m/z 43.10 100.00%
a3
59
5000
1o 440 460 480 500 5.20
O Sl G0 88 | m/z 5910  57.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LR N L U
59 440 4.60 4.80 5.00 5.20
m/z 101.10 17.41%
15 31 ‘ 101
0'”PL'P”M“”ﬁm'ﬁ{hl“”P'“ﬁ%W'“HL'W”'W”“P'”P“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
440 460 480 500 5.20
5000 41 m/z 58.10 14 .54%
31
69 87
o 15 51 98
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester
59 440 4.60 4.80 500 5.20

m/z 41.10 8.86%

5000 41
68
1| 50 | 126 142
B L s o o L e R R R AR R Ea R

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.40 4.60 4.80 5.00 5.20

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112315\
Data File : BF083198.D

Aca On : 23 Nov 2015 11:41

Operator : UM/I1Z

Sample : G4437-08

Misc :

ALS Vial : 81 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.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 unknown6.41 Concentration Rank 1

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

6.41 77.18 ng 5013870 1,4-Dichlorobenzene-d4 6.64
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 12
3 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 2-Cyclohexen-1-one 96 C6H80 000930-68-7 10

Abundance Scan 387 (6.410 min): BF083198.D (-385) (-) m/z 132.10 100.00%
132
68
5000
© sl g T b0 650 G0 ko 650
Obr et AL SR 87 L il Ml Tm/z 68.10  55.70%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RS AR LS
6.00 6.20 6.40 6.60 6.80
78 m/z 66.10 34 .24%
e o
O T T P T T e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.00 6.20 6.40 6.60 6.80
5000 m/z 134.10 33.04%
33 am g7 105
51 60 70 78 g 115
O T T T T T R T T T T T T e T T
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14021: (5-METHYL-2-PYRIDYL)ACETONITRILE ——— ———
132 6.00 6.20 6.40 6.60 6.80
m/z 69.10 21.22%
5000
92
o273 Sl s \ m | T
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 6.00 6.20 6.40 6.60 6.80

8270-BF112115.M Tue Nov 24 13:47:59 2015 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112315\
Data File : BF083198.D

Aca On : 23 Nov 2015 11:41

Operator : UM/I1Z

Sample : G4437-08

Misc :

ALS Vial : 81 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.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 Pentadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.70 4.49 ng 399794 Phenanthrene-d10 11.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 87
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
3 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 Dodecanoic acid 200 C12H2402 000143-07-7 64
5 Methyl 2,6-anhydro-.alpha.-d-alt... 176 C7H1205 1000130-02-0 35
Abundance Scan 850 (11.702 min): BF083198.D (-848) (-) m/z 73.10 100.00%
4B g0 1B
5000
129
M i 115 | arsaziass 2B 1140 11160 11,80 1200
T 1 m/z 43.10 97.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83683: Pentadecanoic acid
43 60 73
29
5000 UL AR SR SRR B
242 11.40 11.60 11. 80 12.00
129 199 m/z 60.05 83.78%
oA M\ B Wismis P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 o 73
1140 11,60 11.80 12.00
5000{ 29 m/z 57.10  77.24%
129
85 256
. 98 115 143157171185199213227239
m/z--> ﬁo Jo éo éo 160 150 150 160 180 200 220 240 260
Abundance #65565: Tridecanoic acid A o
60 78 11.40 11.60 11.80 12.00
43 m/z 41.10 69.44Y%
129
5000 -
143 157 214
0 |.‘l..‘i‘.‘..”l“l‘.‘l‘.‘.l R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11. 80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112315\
Data File : BF083198.D

Aca On : 23 Nov 2015 11:41

Operator : UM/I1Z

Sample : G4437-08

Misc :

ALS Vial : 81 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.49 5.84 ng 512981 Chrysene-di12 13.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 93
2 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 64
4 2-Butenoic acid. 2-methoxyv-3-met... 144 C7H1203 056009-32-6 20
5 Methyl 2,6-anhydro-.alpha.-d-alt... 176 C7H1205 1000130-02-0 14
Abundance Scan 919 (12.491 min): BF083198.D (-916) (-) m/z 43.10 100.00%

8 73

5000

%

12.20 12.40 12.60 12.80

0 m/z 73.10 90.96%
m/z--> 0 50 100 150 200 250 300 350
Abundance #108841: Octadecanoic acid
43 73
129 12.20 12.40 12.60 12.80
0
‘ 97 ‘ 165 a2 m/z 57.10 80.03%
0 |1|8‘\| ‘k“ IH“"‘ hl\ IH‘HI ‘\h\lw .‘“h. u 157 I\ .‘. \|2|13| L .‘ 2|6|5 A I —
m/z--> 0 50 100 150 200 250 300 350
Abundance
43
R e e N A Emaa
73 12.20 12.40 12.60 12.80
5000 - m/z 60.05 75.26%
129
97
157 1% 213 241 265 311 372
ot e T o e T
m/z--> 0 50 100 150 200 250 300 350
Abundance #83686: Pentadecanoic acid
43 73 12.20 12.40 12.60 12.80
m/z 55.10 69.62%
5000 129
97 199 242
[ |
oAl d g [ Tpe0 L | e
m/z--> 0 50 100 150 200 250 300 350 12.20 12.40 12.60 12.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112315\
Data File : BF083198.D

Acq On : 23 Nov 2015 11:41

Operator : UM/1Z

Sample - G4437-08

Misc :

ALS Vial : 81 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112115_.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... 4.78 17.8 ng 1158420 1 6.64 1299350 20.0
unknown6 .41 6.41 77.2 ng 5013870 1 6.64 1299350 20.0
Pentadecanoic acid 11.70 4.5 ng 399794 4 11.15 1778980 20.0
Octadecanoic acid 12.49 5.8 ng 512981 5 13.77 1756360 20.0
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