LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110215\
Data File : BF082651.D

Aca On > 3 Nov 2015 00:57

Operator : UM/I1Z

Sample : 6G4223-02

Misc :

ALS Vial : 19 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 5.081 258 262 267 rBVY 2065301 2868309 43.02% 5.146%
2 5.493 295 298 301 rBVY 4483568 5632969 84.49% 10.105%
3 6.167 355 357 360 rBV 526363 554028 8.31% 0.994%
4 6.521 384 388 390 rBVY 5702883 6666723 100.00% 11.960%
5 6.590 393 394 397 rVB 135335 151500 2.27% 0.272%
6 6.659 397 400 402 rBVY 6261433 6353962 95.31% 11.399%
7 6.887 418 420 422 rVB 1604739 1300644 19.51% 2.333%
8 7.013 429 431 432 rBV 152631 138496 2.08% 0.248%
9 7.047 432 434 436 rVB 5258376 4636249 69.54% 8.317%
10 7.447 466 469 472 rBV 3538870 3519368 52.79% 6.314%

11 7.550 474 478 480 rBvV 148669 209667 3.14% 0.376%
12 7.882 504 507 511 rBV3 41236 96591 1.45% 0.173%
13 8.179 530 533 534 rBV 1295414 1508672 22.63% 2.706%
14 9.253 624 627 630 rBV 5522816 5272821 79.09% 9.459%
15 9.322 631 633 636 rBv2 57741 78382 1.18% 0.141%

16 9.653 659 662 664 rBVY 1288306 1638172 24.57% 2.939%
17 9.928 684 686 688 rBY 1519980 1572317 23.58% 2.821%
18 10.373 724 725 727 rVB 129363 101479 1.52% 0.182%
19 10.590 741 744 747 rBV 35912 72190 1.08% 0.130%
20 10.716 752 755 758 rVB 3742847 3497912 52.47% 6.275%

21 10.842 764 766 773 rVB 81045 161995 2.43% 0.291%
22 11.299 802 806 807 rBvV 82664 84941 1.27% 0.152%
23 11.413 813 816 818 rBV 1729392 1434411 21.52% 2.573%
24 11.951 860 863 865 rBvV 278998 280188 4._.20% 0.503%
25 12.373 896 900 901 rvB4 43549 69498 1.04% 0.125%

26 12.739 929 932 938 rBV 250673 300037 4_50% 0.538%
27 13.002 952 955 958 rBV 4325067 4153111 62.30% 7.450%
28 13.528 999 1001 1003 rBV 294790 340675 5.11% 0.611%
29 13.768 1019 1022 1024 rBV 335261 335288 5.03% 0.601%
30 13.859 1028 1030 1032 rVVv2 70846 105713 1.59% 0.190%

31 13.916 1033 1035 1038 rVB 91199 115985 1.74% 0.208%

32 14.054 1043 1047 1049 rBV 1420628 1472883 22.09% 2.642%
33 15.494 1170 1173 1176 rBV 805985 1017570 15.26% 1.825%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110215\
Data File : BF082651.D

Aca On > 3 Nov 2015 00:57

Operator : UM/I1Z

Sample : 6G4223-02

Misc :

ALS Vial : 19 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 55742746
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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\BF110215\

BF082651.D
3 Nov 2015 00:57
umsiz
G4223-02
19 Sample Multiplier: 1

Z:\HPCHEM1\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\BF110215\
Data File : BF082651.D

Aca On : 3 Nov 2015 00:57

Operator : UM/I1Z

Sample : 6G4223-02

Misc :

ALS Vial : 19 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.

5.08 44_.11 ng 2868310 1,4-Dichlorobenzene-d4 6.89
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 25
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 262 (5.081 min): BF082651.D (-258) (-) m/z 43.10 100.00%
a3
59
5000
1 480 5.00 520 540
o...,....,....,....I,'::..?.l.~!.|,...‘??....,E.‘~.3..,....~,|....,....,....,....,...., m/z 59.10 60.10%
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 L UL LI LI L
59 480 500 520 540
m/z 101.10 18.75%
15 31 101
0 ‘ 1 N 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 5.00 520 540
5000 41 m/z 58.10 14.97%
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 R R
59 4.80 500 5.20 5.40
m/z 41.05 9.46%
5000 41
68
0 150 . 126 147
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110215\
Data File : BF082651.D

Aca On : 3 Nov 2015 00:57

Operator : UM/I1Z

Sample : 6G4223-02

Misc :

ALS Vial : 19 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 _alpha.-Pinene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
" 6.17 8.52ng 554028  1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 .alpha.-Pinere 136 Cl10H16 000080-56-8 94

2 Tricvclol2.2.1.0(2.6)1heptane. 1... 136 C10H16 000508-32-7 91

3 1R-.alpha.-Pinene 136 C10H16 007785-70-8 90
4 Bicvclol3.1.11hept-2-ene. 3.6.6-... 136 C10H16 004889-83-2 87
5 3-Carene 136 C10H16 013466-78-9 81
Abundance Scan 357 (6.167 min): BF082651.D (-355) (-) m/z 93.10 100.00%
')
5000
41 LI LI L e
|| 53 15 121 oo 5.80 6.00 6.20 6.40 6.60
o..,....,....,....i.'...,':'.'..,..":,....,....,.!..,.~..-'.,....,|....,..:.,... m/z 91.10  46.17%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15153: .alpha.-Pinene
93
5000 ||||||||||||||||||||I|\|/\
5.80 6.00 6.20 6.40 6.60
0
o7 41 o “ 105 21 m/z 92.10 38.48%
S PN P~ | O s
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
93
e e
5.80 6.00 6.20 6.40 6.60
5000 m/z 77.10 33.22%
41 79
121
27 136
105
o 15 53 67 86
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15163: 1R-.alpha.-Pinene  BEEEE R B AR
9B 5.80 6.00 6.20 6.40 6.60
m/z 79.10 27 .50%
5000
41
105 121 136
0..,....,....,....,.‘...,‘.‘.‘..,..‘.‘:,....,...., et ek SN | WV
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 580 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110215\
Data File : BF082651.D

Aca On : 3 Nov 2015 00:57

Operator : UM/I1Z

Sample : 6G4223-02

Misc :

ALS Vial : 19 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 3 _.beta.-Pinene Concentration Rank 10

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

6.59 2.33 ng 151500 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Pinene 136 C10H16 000127-91-3 90
2 .alpha.-Pinene 136 C10H16 000080-56-8 86
3 Bicvclol3.1.01lhexane. 4-methvlen... 136 C10H16 003387-41-5 86
4 Cvclohexene. 4-methvlene-1-(l-me... 136 C10H16 000099-84-3 83
5 Bicyclo[3.1.1]hept-2-ene, 3,6,6-... 136 C10H16 004889-83-2 80

Abundance Scan 394 (6.590 min): BF082651.D (-393) (-) m/z 93.10 100.00%
93
5000 41
| ” ||I || 107 121 g6 6.0 6.40 6.60 6.80 7.00
o.w.“w.”w.”.w”.H”.. -n '”.““H“”.“”.“”.“”.“” m/z 41.05 49 .82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15149: .beta.-Pinene
93
5000 4l
69 6.20 6.40 6.60 6.80 7.00
1 m/z 69.10 39.04%
136
0 'w'%§'|“'ku"“h'“"Wt“'ﬁght|'“LM""M"'|'}21""ﬂ"'v'l'l'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
93
620 6.40 6.60 6.80 7.00
5000 m/z 79.10 26.83%
41 7
27 53 67 105 121 136
ol 60
mmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15348: Bicyclo[3.1.0]hexane, 4-methylene-1-(1-methylethyl)- —
93 6.20 6.40 6.60 6.80 7.00
m/z 91.10 26.80%
5000 a1
27
51 136
0..,....,...‘.‘,....‘i.‘...,‘.‘.‘..,62" . ‘»..8.6. e N SN I O | NSV WY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 620 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110215\
Data File : BF082651.D

Aca On : 3 Nov 2015 00:57

Operator : UM/I1Z

Sample : 6G4223-02

Misc :

ALS Vial : 19 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 unknown6.66 Concentration Rank 1

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

6.66 97.70 ng 6353960 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 22
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 400 (6.659 min): BF082651.D (-397) (-) m/z 132.10 100.00%
132
5000 68
‘ ¥ " 6.0 6.60 6.80 7.00
104 . . . .
o..,....,....,...:,“.'.‘.‘? o 61",..':.,..5.‘.7,...~.,.'!~..,.1.1.5.,...., - m/z 68.10 49.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 U R R UL SR
6.40 6.60 6.80 7.00
3 78 m/z 134.10 34 .66%
138 ‘
0'W'”'P'”I”J“'h'P'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
" 640 6.60 6.80 7.00
5000 m/z 66.10 32.00%
104

66 77

14 27 37 4451 5 89 97 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl- e T ma e )
132 6.40 6.60 6.80 7.00
m/z 69.10 20.69%
5000

63 o0 104
15 28 39 % 7 7 " |, 116 \

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110215\
Data File : BF082651.D

Aca On : 3 Nov 2015 00:57

Operator : UM/I1Z

Sample : 6G4223-02

Misc :

ALS Vial : 19 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 Cyclohexene, 4-methyl-1-(1-... Concentration Rank 12

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

7.01 2.13 ng 138496 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexene. 4-methvl-1-(1-methv... 138 C10H18 000500-00-5 96
2 Cvclohexane. 1-methvl-4-(l1-methyv... 138 C10H18 001124-27-2 96
3 3-Menthene 138 C10H18 1000118-83-1 93
4 Bicvclol4.1.0lheptane. 3.7.7-tri... 138 C10H18 002778-68-9 87
5 Bicyclo[4.1.0]heptane, 3,7,7-tri... 138 C10H18 000554-59-6 86

Abundance Scan 431 (7.013 min): BF082651.D (-429) (-) m/z 95.10 100.00%
81 95
67
5000
41 55 138 )
123 SR S U L L
| || | 109 6.60 6.80 7.00 7.20 7.40
obrrrrrerprrrreertteepi ol Al CP L L n/z 81.10  85.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #16382: Cyclohexene, 4-methyl-1-(1-methylethyl)-
95
81
5000
o7 138 6.60 6.80 7.00 7.20 7.40
123 m/z 67.10 56.46%
27
0 "I"'W""I""“L"'I""I"'MI7ﬂ““""I“w"l"}ﬂ?"'l'k"I""I"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
95
81 /\
SR S U L
67 6.60 6.80 7.00 7.20 7.40
5000 55 m/z 55.10 36.32%
41 123 188
109
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #16242: 3-Menthene
g1 95 6.60 6.80 7.00 7.20 7.40
m/z 41.10 35.67%
5000 67
41
123 138
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110215\
Data File : BF082651.D

Aca On : 3 Nov 2015 00:57

Operator : UM/I1Z

Sample : 6G4223-02

Misc :

ALS Vial : 19 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 7 Hexanoic acid, 2-ethyl- Concentration Rank 9

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

7.55 2.78 ng 209667 Naphthalene-d8 8.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 90
2 1.4-Dioxane 88 C4H802 000123-91-1 43
3 Butanoic acid. 2-ethvl-. 1.2.3-p... 386 C21H3806 056554-54-2 42
4 Heptanoic acid. 2-ethvl- 158 C9H1802 003274-29-1 42
5 Acetic acid, diethyl- 116 C6H1202 000088-09-5 40

Abundance Scan 478 (7.550 min): BF082651.D (-474) (-) m/z 73.10 100.00%
73
5000 a1
101
Jﬂ \‘ | 123 7.20 7.40 7.60 7.80
o O e — m/z 88.10 74.52%
m/z--> 50 100 150 200 250 300 350
Abundance #20007: Hexanoic acid, 2-ethyl-
73
\
5000 A L I UL L I
41 7.20 7.40 7.60 7.80
‘ 101 m/z 41.10 39.64%
oL Ul h‘.h J.”}%g. N,
m/z--> 50 100 150 200 250 300 350
Abundance
28
7.20 7.40 7.60 7.80
5000 m/z 57.10 34 .22%
88
58
N UL L L L S WL
m/z--> 50 100 150 200 250 300 350
Abundance #153016: Butanoic acid, 2-ethyl-, 1,2,3-propanetriyl ester
4 88 7.20 7.40 7.60 7.80
m/z 55.10 23 .54%
5000 7
o M Ji..il ‘!;09 135155173 214 242 272 294313 355
m/z--> 50 100 150 200 250 300 350 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110215\
Data File : BF082651.D

Aca On : 3 Nov 2015 00:57

Operator : UM/I1Z

Sample : 6G4223-02

Misc :

ALS Vial : 19 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 8 Eicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.84 2.26 ng 161995 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 83
2 Pentadecane 212 C15H32 000629-62-9 83
3 Tetratetracontane 619 C44H90 007098-22-8 83
4 Octacosane 394 C28H58 000630-02-4 83
5 Hexadecane 226 C16H34 000544-76-3 83
Abundance Scan 766 (10.842 min): BF082651.D (-764) (-) m/z 57.10 100.00%
5
5000
%9 . "' 10.60 10:80 11.00 11.20
(o} m/z 43.10 76.18%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #107652: Eicosane
1 W
5000 LIS BN B BRI B
10 60 10 80 11. oo 11. 20
m/z 71.10 55.84%
m/z--> o 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
"' 10.60 10:80 11.00 11.20
5000 m/z 41.10 35.85%
0 26 9 141 212
m/z--> 0 55 160 1éo 200 250 300 350 400 4%0 560 séo 660
Abundance #172958: Tetratetracontane R B e e B
57 10.60 10.80 11.00 11.20
m/z 85.10 33.47%
5000
97
o , 141 183 225 267 309 351 393 463 505 561 603
[T IIII""IIIII N D D S N B D s IR DR DU U B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 10 60 10 80 11. oo 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110215\
Data File : BF082651.D

Aca On : 3 Nov 2015 00:57

Operator : UM/I1Z

Sample : 6G4223-02

Misc :

ALS Vial : 19 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 9 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.95 3.91 ng 280188 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Pentadecanoic acid 242 C15H3002 001002-84-2 86
3 Tetradecanoic acid 228 C14H2802 000544-63-8 86
4 Tridecanoic acid 214 C13H2602 000638-53-9 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 76
Abundance Scan 863 (11.951 min): BF082651.D (-860) (-) m/z 73.10 100.00%
43 60 73
5000 129
97 N
*il U5 1143187171185 199213, 256 1160 11.80 12.00 12.20
b m/z 60.10 98.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 .4
5000 L S DR U AR
11. 60 11. 80 12. 00 12.20
m/z 43.10 92.37%
. Il ‘ H bt }01}151291431571711851992132272422?6
m/z--> 25 Jo 80 100 120 150 1éo 180 200 220 240 260
Abundance
43 60 73
1160 11.80 12.00 12.20
5000( o 129 m/z 57.10 81.10%
87 242
143 199
115 185
101 157 171 213
O R R S i T AR AR e
m/z--> 25 Jo éo 85 160 150 1&0 1éo 180 200 220 250 2éo
Abundance #75071: Tetradecanoic acid T e
60 73 11.60 11.80 12.00 12.20
43 m/z 55.05 78.45%
5000 129
; 185 228
01115 143 127171
ob \‘ M ) ‘ ‘ I, T* ettt .‘..1.9??.1? S o
m/z--> 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\BF110215\
Data File : BF082651.D

Aca On : 3 Nov 2015 00:57

Operator : UM/I1Z

Sample : 6G4223-02

Misc :

ALS Vial : 19 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 10 Octadecanoic acid Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.74 4.07 ng 300037 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 Tetradecanoic acid 228 C14H2802 000544-63-8 91
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 62
5 Ethanone, 1-(4,5-dihydro-2-thiaz... 129 C5H7NOS 029926-41-8 38
Abundance Scan 932 (12.739 min): BF082651.D (-929) (-) m/z 43.10 100.00%

5000

-

12.40 12.60 12.80 13.00

0 m/z 73.05 97.12%
m/z--> 0 50 100 150 200 250 300 350
Abundance #108841: Octadecanoic acid
43 73
5000
129 12.40 12.60 12.80 13.00
0
‘97 ‘ 185 oa1 284 m/z 57.10 86.09%
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
73
43 B e e  RA R EE e
12.40 12.60 12.80 13.00
5000 m/z 60.05 82.97%
129
185 228
97
166
Of bl g o e
m/z--> 0 50 100 150 200 250 300 350
Abundance #149071: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
43 12.40 12.60 12.80 13.00
m/z 55.05 80.82%
73
5000 o84
129
97
185 213 241
o....,.Hx.ﬂ.l,.J..x..157.x.t.,.x.x..,1'/-:6?..,3%1...,.37?-:
m/z--> 0 50 100 150 200 250 300 350 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110215\
Data File : BF082651.D

Aca On : 3 Nov 2015 00:57

Operator : UM/I1Z

Sample : 6G4223-02

Misc :

ALS Vial : 19 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 11 2-Pentenoic acid, 5-(decahy... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

13.53 4.63 ng 340675 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentenoic acid. 5-(decahvdro-5... 304 C20H3202 024470-48-2 50
2 2.5-Octadiene. 3.4.5.6-tetramethvl- 166 C12H22 247797-85-9 46
3 trans. cis-3-Ethvilbicvclol4.4.01... 166 C12H22 066660-43-3 43
4 2-Methv1-3-(3-methvl-but-2-envl)... 222 C15H260 1000144-10-2 38
5 2-Cyclohexene-1-carboxaldehyde, ... 220 C15H240 056772-07-7 35

Abundance Scan 1001 (13.528 min): BF082651.D (-999) (-) m/z 81.10 100.00%

g 137

5000

3

177 205 289
229244 261

13.20 13.40 13.60 13.80

(o} m/z 137.20 90.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #119904: 2-Pentenoic acid, 5-(decahydro-5,5,8a-trimethyl-2...
81
107
43 135
5000 2° 13.20 13.40 13.60 13.80
53 189 sy 200 m/z 95.10 84.23%
18 63 1 207 229 304
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
41 137
95 T T T
13.20 13.40 13.60 13.80
5000 60 m/z 69.05 71.54%
122 166
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #33338: trans, cis-3-Ethylbicyclo[4.4.0]decane LR BLam L CEE
81 137 13.20 13.40 13.60 13.80
m/z 41.10 61.89%
166
5000
55
6
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13 20 13. 40 13. 60 13 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110215\
Data File : BF082651.D

Aca On : 3 Nov 2015 00:57

Operator : UM/I1Z

Sample : 6G4223-02

Misc :

ALS Vial : 19 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 12 unknownl3.77 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.77 4.55 ng 335288 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Methanophthalazine. 1.4.4a.7... 176 C11H16N2 1000221-84-9 38
2 Tricvclol3.3.0.0(2.8)loctan-3-on... 190 C13H180 1000150-11-8 30
3 5-Chlorovaleric acid. hex-4-vn-3... 216 C11H17CIl102 1000292-47-6 25
4 Pvridine. 2.5-dimethvl- 107 C7HON 000589-93-5 25
5 6-Methyl-1,2,3,5,8,8a-hexahydron... 148 C11H16 107914-86-3 22
Abundance Scan 1022 (13.768 min): BF082651.D (-1019) (-) m/z 105.05 100.00%
105119
55 241
187
201 2572718 o0, SEIAL S i e,
39 im 216 13.40 13.60 13.80 14.00
0 m/z 119.10 84 .43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #39865: 1,4-Methanophthalazine, 1,4,4a,7,8,8a-hexahydro-9,...
79 | 105
133
41
5000
13.40 13.60 13.80 14.00
5 m/z 91.10 79 .85%
148 176
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
107
13.40 13.60 13.80 14.00
5000 41 147 m/z 79.10 75.71%
133
2 63 172 190
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #66539: 5-Chlorovaleric acid, hex-4-yn-3-yl ester R BARSE T
79 119 13.40 13.60 13.80 14.00
m/z 93.05 62.96%
5000 55
08 201
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF110215\
Data File : BF082651.D

Acq On > 3 Nov 2015 00:57

Operator : UM/1Z

Sample - G4223-02

Misc :

ALS Vial : 19 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... 5.08 44_.1 ng 2868310 1 6.89 1300640 20.0
-alpha.-Pinene 6.17 8.5 ng 554028 1 6.89 1300640 20.0
-beta.-Pinene 6.59 2.3 ng 151500 1 6.89 1300640 20.0
unknown6 .66 6.66 97.7 ng 6353960 1 6.89 1300640 20.0
Cyclohexene, 4-me... 7.01 2.1 ng 138496 1 6.89 1300640 20.0
Hexanoic acid, 2-... 7.55 2.8 ng 209667 2 8.18 1508670 20.0
Eicosane 10.84 2.3 ng 161995 4 11.41 1434410 20.0
n-Hexadecanoic acid 11.95 3.9 ng 280188 4 11.41 1434410 20.0
Octadecanoic acid 12.74 4.1 ng 300037 5 14.05 1472880 20.0
2-Pentenoic acid, ... 13.53 4.6 ng 340675 5 14.05 1472880 20.0
unknownl13.77 13.77 4.5 ng 335288 5 14.05 1472880 20.0
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