LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110615\
Data File : BF082731.D

Aca On : 5 Nov 2015 16:06

Operator : UM/I1Z

Sample : G4261-06

Misc :

ALS Vial : 4 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-BF103015.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 5.047 256 259 267 rVB 1422119 2402056 45.18% 5.152%
2 5.470 293 296 299 rBVY 4142824 4415342 83.04% 9.471%
3 6.499 383 386 388 rBVY 4490805 4742290 89.19% 10.172%
4 6.636 395 398 400 rBY 5284724 5305993 99.80% 11.381%
5 6.865 416 418 420 rBV 1198560 972496 18.29% 2.086%

7.025 429 432 434 rBV 4416806 4010374 75.43% 8.602%
7.425 464 467 470 rBV 2804432 3005222 56.52% 6.446%
8.145 528 530 533 rBvV 898506 1120279 21.07% 2.403%
5836019 5316851 100.00% 11.404%
9.619 657 659 662 rBV 1242551 1050572 19.76% 2.253%
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11 9.905 681 684 686 rBVY 1578796 1342098 25.24% 2.879%
12 10.328 718 721 722 rBV 163355 178881 3.36% 0.384%
13 10.693 750 753 755 rBV 3786054 3743917 70.42% 8.031%
14 11.391 811 814 816 rBV 1082299 1386655 26.08% 2.974%
15 11.928 859 861 863 rBvV 119119 182169 3.43% 0.391%

16 12.591 917 919 921 rBV 173005 177815 3.34% 0.381%
17 12.705 927 929 932 rBV3 41065 58274 1.10% 0.125%
18 12.819 935 939 941 rvv2 130459 160534 3.02% 0.344%
19 12.979 950 953 955 rVB 4811343 4856953 91.35% 10.418%
20 13.882 1029 1032 1036 rBV 131288 244862 4.61% 0.525%

21 14.020 1041 1044 1048 rBV 1128804 1169921 22.00% 2.509%
22 15.460 1167 1170 1173 rVB 609951 777653 14.63% 1.668%

Sum of corrected areas: 46621207
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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\BF110615\

BF082731.D
5 Nov 2015 16:06
ums1z
G4261-06
4 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF103015.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:\HPCHEM1\BNA F\DATA\BF110615\
Data File : BF082731.D

Aca On : 5 Nov 2015 16:06

Operator : UM/I1Z

Sample : G4261-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.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.

5.05 49.40 ng 2402060 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 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Propane. 2-methvl-2-(1-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 25

Abundance Scan 259 (5.047 min): BF082731.D (-256) (-) m/z 43.10 100.00%
431
59.1
5000
o 480 5.00 520 540
0...,....,....,....',':.-..,..-!.l,...6?',9....F.3'.1..,...:,|....,. m/z 59.10 60.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R L LN LI
59.0 480 500 520 5.40
m/z 101.10 18.62%
31.0 83.0 93010‘1.0
O S B e T e e e R R
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 480 5.00 520 540
5000 m/z 58.10 13.95%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- R R a e
59.0 4.80 5.00 5.20 5.40
m/z 41.05 9.44%
5000
41.0
29.0 101.0
Oy |""H|“' "“ J”'§?'9'” L IR 7?;9. |'§q'9|' "'I"" N S LA AR AR R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110615\
Data File : BF082731.D

Aca On : 5 Nov 2015 16:06

Operator : UM/I1Z

Sample : G4261-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.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 unknown6.64 Concentration Rank 1

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

6.64 109.12 ng 5305990 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 2-Cvclohexen-1-one 96 C6H80 000930-68-7 10
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 398 (6.636 min): BF082731.D (-395) (-) m/z 132.10 100.00%
132.1
5000 68.1
96.1 R U I L L
40.1 541 ‘ 6.40 6.60 6.80 7.00
o.,....,....I'.'...,.'...,..'.'.|,...E.‘,1....,..I.,%??.l,.l.l.?,l....r'...,.. m/z 68.10 50.18%
m/z--> 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 UL I I I
6.40 6.60 6.80 7.00
210 510 m/z 134.10 34 _.57%
OW'”'A'AHJ'WH”'P'th7g9“'P'”l”'W'”'P'“l“” T
m/z--> 20 30 40 60 70 80 90 100 110 120 130 140
Abundance
132.0
" 640 6.60 6.80 7.00
5000 m/z 66.10 32.13%
33.0 44.0 0.0 105.0
o 60.0 "7 80.0 115.0
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 |
Abundance #2743: 2-Cyclohexen-1-one e
64.0 6.40 6.60 6.80 7.00
m/z 69.10 20.81%
5000
96.0
40.0
27.0 ‘ 55.0 810
O'P'MI”'WW”'P””I”'H'”'ﬁ'”l”'%'”'P'”I”'W'”'P' R UL I L R
m/z--> 20 30 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:\HPCHEM1\BNA F\DATA\BF110615\
Data File : BF082731.D

Aca On : 5 Nov 2015 16:06

Operator : UM/I1Z

Sample : G4261-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.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 Tridecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.93 2.63 ng 182169 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 89
2 Tetradecanoic acid 228 C14H2802 000544-63-8 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 80
4 Dodecane 170 C12H26 000112-40-3 11
5 Tridecane 184 C13H28 000629-50-5 11
Abundance Scan 861 (11.928 min): BF082731.D (-859) (-) m/z 73.10 100.00%
431 731
5000 129.1
: ' : 11.60 11.80 12.00 12.20
0 m/z 43.10 84.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65565: Tridecanoic acid
73.0
43.0
5000 129.0 UL SRR B SURELE SR
171.0 nmnmnmnm
970 ‘ 214.0 m/z 60.10 79.69%
0 | H\ u‘h‘u“ ‘Hh \u .‘.‘ 144:9'9”“ .‘... —  EREREEmE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 | 730
11'60 11.80 12,00 12.20
0
5000 1290 m/z 55.10 76.53%
185.0
97.0
o 18.0 157.0 228.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83686: Pentadecanoic acid R R ma AR
43.0 730 11.60 11.80 12.00 12.20
m/z 57.10 65.78%
5000 129.0
97.0 199.0 242.0
i Ty | |
0 H\ 1| “U.‘,“ll.‘l‘”,“..“l“l,.“.‘.. ”” ””8O|‘q” e S Rma R e A ma
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110615\
Data File : BF082731.D

Aca On : 5 Nov 2015 16:06

Operator : UM/I1Z

Sample : G4261-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.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 17-Pentatriacontene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.88 4.19 ng 244862 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 91
2 1-Docosene 308 C22H44 001599-67-3 87
3 Acetic acid. octadecvl ester 312 C20H4002 000822-23-1 74
4 Bromoacetic acid. octadecvl ester 390 C20H39Bro2 018992-03-5 70
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 1000283-04-2 68
Abundance Scan 1032 (13.882 min): BF082731.D (-1029) (-) m/z 43.10 100.00%
42
T W
5000
l | 15821052 737.1 ' 13.60 13.80 14.00 14.20
o Ot o M m/z 57.10 94.23%
mz—-> 0 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene
43.0
5000 83.0 SR NN SN SUNIUR B
13.60 13.80 14.00 14.20
m/z 55.10 84.34%
. ‘ || 1%%6702100 267.0307.0 490.0
mz-> 0 55 160 1éo 260 2%0 300 3éo 460 4%0 '
Abundance
55.0
97.0 ' 13.60 13.80 14.00 14.20
5000 m/z 97.10 77 .34%
4140 139.0 181 0 308.0 MMLM
miz-> 0 55 160 1éo 260 2%0 360 3éo 460 4%0 '
Abundance #124064: Acetic acid, octadecy! ester e e ERRES BE s
43.0 13.60 13.80 14.00 14.20
m/z 83.10 71.28%
97.0
- JMJUJW
ol L] 1301810 |, 2520 5970
mz—-> 0 5'0 1(')0 1éo 2(')0 251,0 3(')0 3&'30 4(')0 4&1,0 ' 13.|60 13.|80 14.'00 14.'20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110615\
Data File : BF082731.D

Acq On : 5 Nov 2015 16:06

Operator : UM/1Z

Sample - G4261-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.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... 5.05 49.4 ng 2402060 1 6.86 972496 20.0
unknown6 .64 6.64 109.1 ng 5305990 1 6.86 972496 20.0
Tridecanoic acid 11.93 2.6 ng 182169 4 11.39 1386660 20.0
17-Pentatriacontene 13.88 4.2 ng 244862 5 14.02 1169920 20.0

8270-BF103015.M Fri Nov 06 11:12:28 2015 Page: 7



