LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101715\
Data File : BF082321.D

Aca On : 16 Oct 2015 12:49

Operator : UM/I1Z

Sample : PB86109BL

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-BF101015.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 4.354 191 194 201 rBvV 36477 46274 1.86% 0.284%
2 5.017 249 252 255 rBV 698335 990585 39.87% 6.079%
3 5.451 287 290 292 rBV 969361 1393393 56.08% 8.551%
4 5.840 322 324 326 rVB 33876 28826 1.16% 0.177%
5 6.480 378 380 383 rBVY 1226332 1274543 51.30% 7.822%

6.606 389 391 394 rBV 1210232 1408737 56.70% 8.645%
6.846 409 412 414 rBV 251915 349501 14.07% 2.145%
6.994 423 425 428 rBV 1342354 1170781 47.12% 7.185%
775089 819774 33.00% 5.031%
8.126 522 524 527 rBV 479978 467003 18.80% 2.866%
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11 9.212 616 619 621 rBV 1672865 1890032 76.07% 11.599%
12 9.818 669 672 676 rBvV 59153 95115 3.83% 0.584%
13 9.886 676 678 680 rBvV 687028 600115 24.15% 3.683%
14 10.675 745 747 750 rBV 1151916 1212646 48.81% 7.442%
15 11.372 806 808 811 rBV 713955 634709 25.55% 3.895%

16 11.898 851 854 856 rBvV 43725 63703 2.56% 0.391%
17 12.686 920 923 928 rBV 20984 33395 1.34% 0.205%
18 12.984 946 949 951 rBV 1905541 2484511 100.00% 15.247%
19 14.104 1045 1047 1050 rBV 677632 703383 28.31% 4.317%
20 15.692 1183 1186 1189 rBV 472001 601980 24.23% 3.694%

21 15.738 1189 1190 1194 rVB 18498 25630 1.03% 0.157%

Sum of corrected areas: 16294636
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101715\
Data File : BF082321.D

Aca On : 16 Oct 2015 12:49

Operator : UM/IZ

Sample : PB86109BL

Misc :

ALS Vvial : 3 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF101015.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: BF082321.D
1500000
6.99
6.48.61
1000000 5.45
7.41
5.02
500000 8.13
6.85
4.35 | 584 LJ
o= — e i e
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50
Abundance TIC: BF082321.D
12.98
9.21
1500000
10.67
1000000
9.89 11.37 14.10
500000
9. 11.90 12.69
Time--> 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50
Abundance TIC: BF082321.D
1500000
1000000
500000 15.69
74
O e e e e e e e e T e e B
Time--> 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101715\
Data File : BF082321.D

Aca On : 16 Oct 2015 12:49

Operator : UM/I1Z

Sample : PB86109BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 3-Penten-2-one, 4-methyl- Concentration Rank 5

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

4_.35 2.65 ng 46274 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 86
2 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 86
3 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 80
4 3-Hexen-2-one 98 C6H100 000763-93-9 80
5 2-Pentene, 4,4-dimethyl-, (2)- 98 C7H14 000762-63-0 72

Abundance Scan 194 (4.354 min): BF082321.D (-191) (-) m/z 55.10 100.00%
58.1 3.1
5000
43.1 98.1
| | 400 420 440 460
o1ttt m/z 83.10 89.71%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3179: 3-Penten-2-one, 4-methyl-
55.0 83.0
43.0
. 220 9.0 Tho a0 a0 4k
m/z 43.10 39.44%
0 “\ \\‘\ | ‘ | 67.0 75.0 ! .
LI FUELEL SN FULELEL SR JURL LS SURELL UL SURLLI SURLE B
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance
55.0 83.0
41.0 400 420 440 460
5000 m/z 98.10 34 .38%
27.0 98.0
15.0 69.0
G S S UL SUL AL S IS SIS UL IS W
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3339: 2-Pentene, 3,4-dimethyl-, (2)- e e
55.0 4.00 420 4.40 4.60
83.0 m/z 39.10 25.53%
5000 41.0
270 98.0
mo Ll e
e I I S S S UM S VI I S NN SR R
m/z--> 10 20 30 40 50 60 70 8 90 100 4.00 420 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101715\
Data File : BF082321.D

Aca On : 16 Oct 2015 12:49

Operator : UM/I1Z

Sample : PB86109BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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.

5.02 56.69 ng 990585 1,4-Dichlorobenzene-d4 6.85
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-(1-methvleth... 116 C7H160 017348-59-3 36
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 252 (5.017 min): BF082321.D (-249) (-) m/z 43.05 100.00%
3.0
59.1
5000
o 450 480 500 520 540
o..,....,....,....','.-=..5,1-.1.~:.,...6?-,°....f‘?:l..,...=,|....,. m/z 59.10 62.84%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 IS L A L L
4.60 4.80 500 5.20 5.40
59.0 1010 m/z 101.10 19.78%
0 21.0 350, | 510 ‘ 67.0 830 91.0 | |
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
460 480 500 520 5.40
5000 m/z 58.10 16.06%
41.0
29.0 101.0
0"I'"'I""I""I'"§q9'"I""Z?R'I'gqgl""l""l
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- ,....,....,....,....,].\.
59.0 4.60 4.80 500 5.20 5.40
m/z 41.10 9.16%
5000 41.0
31.0
69.0 870
0 15.0 “‘H ‘m‘ 510“‘ . . 98.0 A
mz-> 10 20 30 40 50 60 70 8 90 100 110 | 4.60 4.80 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101715\
Data File : BF082321.D

Aca On : 16 Oct 2015 12:49

Operator : UM/I1Z

Sample : PB86109BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.61 Concentration Rank 1

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

6.61 80.61 ng 1408740 1,4-Dichlorobenzene-d4 6.85
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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 391 (6.606 min): BF082321.D (-389) (-) m/z 132.00 100.00%
132.0
5000 68.1
01 541 o | o2 640 660 6k 700
0 Lot m/z 68.10 46.72%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 R LN L UL
620 6.40 6.60 6.80 7.00
310 510 m/z 134.00 32.23%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 6.80 7.00
5000 m/z 66.10 31.32%
51.0 70.0 86.0
L B N L WL W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl TR T
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 19.07%
74.0
5000 98.0 116.0
3 I | IHM“ _ul p”h.. Mw i 1980 %8?|0l
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101715\
Data File : BF082321.D

Aca On : 16 Oct 2015 12:49

Operator : UM/I1Z

Sample : PB86109BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 1,6-Anhydro-_beta.-D-glucop... Concentration Rank 4

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

9.82 3.17 ng 95115 Acenaphthene-d10 9.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.6-Anhvdro-.beta.-D-alucopvrano... 162 C6H1005 000498-07-7 72
2 3.4-Altrosan 162 C6H1005 1000129-76-4 59
3 Pentanoic acid 102 C5H1002 000109-52-4 47
4 Heptanoic acid 130 C7H1402 000111-14-8 42
5 Ethyl _beta.-d-riboside 178 C7H1405 1000126-95-4 33

Abundance Scan 672 (9.818 min): BF082321.D (-669) (-) m/z 60.05 100.00%
6d.0
5000 /kM
73.1
421 R B R R R
97.1 9.40 9.60 9.80 10.00 10.20
0 m/z 57.10 47 .32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #30842: 1,6-Anhydro-.beta.-D-glucopyranose (levoglucosan)
60.0
5000
73.0 9.40 9.60 9.80 10.00 10.20
29.0 m/z 73.10 33.83%
98.0
0“&?3““U“w%u'A'““W“W“HV““““P“W““'HWH“P“W““V
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
60.0
30 9.40 9.60 9.80 '16'0'0' g
5000 m/z 56.10 19.97%
43.0
o 98.0 115.0128.0 1440 1620
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #4158: Pentanoic acid e
60.0 9.40 9.60 9.80 10.00 10.20

m/z 42.10 18.98%

5000 73.0
27.0 41.0
o Lol g | 8701010

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 9. 40 9. 60 9. 80 10. OO 10. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101715\
Data File : BF082321.D

Aca On : 16 Oct 2015 12:49

Operator : UM/I1Z

Sample : PB86109BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.90 2.01 ng 63703 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 72
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 Undecanoic acid 186 C11H2202 000112-37-8 59
Abundance Scan 854 (11.898 min): BF082321.D (-851) (-) m/z 73.10 100.00%
431 | 731
5000 129.1 "
97.1 :
1571 1852 256.3 1160 11,80 12.00 12.20
(o} m/z 60.10 90.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43.0
73.0
5000 L UL SULLN SO B
nmumnmnm
1290 256.0 m/z 43.10 83.88%
0 T e e P2 My
m/z--> 25 Jo ' 80 100 150 140 160 180 200 220 250 2éo
Abundance
43.0 | 73.0
11.60 11.80 12.00 12.20
5000 m/z 57.10 80.61%
129.0 242.0
97.0 199.0
o 152 0171 0
m/z--> 25 Jo 65 éo 160 150 140 160 180 200 220 250 2éo
Abundance #75072: Tetradecanoic acid
73.0 11.60 11.80 12.00 12.20
43.0 m/z 55.10 68.26%
5000 129.0
0L15.0
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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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101715\
Data File : BF082321.D

Acq On : 16 Oct 2015 12:49

Operator : UM/1Z

Sample : PB86109BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.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]
3-Penten-2-one, 4... 4.35 2.6 ng 46274 1 6.85 349501 20.0
2-Pentanone, 4-hy... 5.02 56.7 ng 990585 1 6.85 349501 20.0
unknown6 .61 6.61 80.6 ng 1408740 1 6.85 349501 20.0
1,6-Anhydro-_beta. .. 9.82 3.2 ng 95115 3 9.89 600115 20.0
n-Hexadecanoic acid 11.90 2.0 ng 63703 4 11.37 634709 20.0
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