LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083471.D

Aca On : 3 Dec 2015 20:49

Operator : UM/I1Z

Sample > 64573-04

Misc :

ALS Vial : 13 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-BF113015.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 4.647 257 259 278 rVB 1237799 2482603 36.23% 4 .400%
2 5.127 298 301 315 rBVY 5287661 6283467 91.71% 11.136%
3 6.213 392 396 398 rBVY 4447072 6851444 100.00% 12.142%
4 6.304 401 404 407 rVB 5871740 5925857 86.49% 10.502%
5 6.522 421 423 426 rBV 931449 1026336 14.98% 1.819%
6 6.682 435 437 440 rBV 3832487 4224369 61.66% 7.487%
7 7.104 471 474 477 rBV 3595005 3896485 56.87% 6.906%
8 7.265 484 488 491 rBV 183180 297736 4 .35% 0.528%
9 7.813 534 536 539 rBY 1391043 1307588 19.08% 2.317%
10 8.773 617 620 623 rVB 70424 70912 1.03% 0.126%

11 8.899 628 631 633 rBV 5911324 5774392 84.28% 10.234%
12 9.299 664 666 669 rBY 1882015 1687174 24.63% 2.990%
13 9.516 683 685 687 rBvV 194083 174050 2.54% 0.308%
14 9.562 687 689 691 rvv 1603453 1451610 21.19% 2.573%
15 10.019 725 729 730 rBv2 201087 279440 4.08% 0.495%

16 10.236 745 748 751 rBV 85685 165059 2.41% 0.293%
17 10.351 755 758 761 rVB 3565409 3698128 53.98% 6.554%
18 10.488 768 770 775 rVvV 255923 335493 4_90% 0.595%
19 10.591 777 779 781 rVB 72346 81917 1.20% 0.145%
20 10.979 811 813 815 rBV 145068 135718 1.98% 0.241%

21 11.093 820 823 826 rBV 1399745 1382372 20.18% 2.450%

22 11.493 854 858 861 rvB2 61942 99252 1.45% 0.176%
23 11.791 881 884 889 rBvV 420339 557251 8.13% 0.988%
24 12.145 912 915 917 rVB 53999 85846 1.25% 0.152%
25 12.339 928 932 937 rBV 40177 85298 1.24% 0.151%

26 12.431 937 940 943 rVvVv 102368 153439 2.24% 0.272%
27 12.865 975 978 980 rBV 196210 268840 3.92% 0.476%
28 12.911 980 982 985 rVB 69625 104568 1.53% 0.185%
29 13.185 1002 1006 1009 rVB 3529235 4814146 70.26% 8.532%
30 14.614 1128 1131 1136 rBV 210266 327335 4.78% 0.580%

31 14.705 1136 1139 1142 rVB 809329 1000940 14.61% 1.774%

32 16.031 1252 1255 1260 rBV 315276 491558 7.17% 0.871%
33 16.774 1316 1320 1323 rBV 570133 905074 13.21% 1.604%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083471.D

Aca On : 3 Dec 2015 20:49

Operator : UM/I1Z

Sample > 64573-04

Misc :

ALS Vial : 13 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-BF113015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 56425697
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083471.D

Aca On : 3 Dec 2015 20:49

Operator : UM/I1Z

Sample : 64573-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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: BF083471.D

5.13

5000000
6.21L

4000000 6.68
7.10

3000000

2000000
465 7.81

1000000 6.52

L7.26
A

e i SIS S
Time--> 200 250 300 350 400 450 500 550 600 650 700 750 800 850

Abundance TIC: BF083471.D
8(90

5000000

4000000 10.35 13.19

3000000

2000000 9.30
9.56
11.09
1000000 14.71
11.79
i 9.p2 10.020 oW1%%%0  10.9 3 i 14.
8.7 024 0559 10 1149 ) 121854843 12891
|

ol e A A e A

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 15.00
Abundance TIC: BF083471.D

5000000

4000000

3000000

2000000

1000000
16.77
16.03

O e e e T e T e e e e

Time--> 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083471.D

Aca On : 3 Dec 2015 20:49

Operator : UM/I1Z

Sample : 64573-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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._.65 48.38 ng 2482600 1,4-Dichlorobenzene-d4 6.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 259 (4.647 min): BF083471.D (-257) (-) m/z 43.10 100.00%
43
59
5000
101 A RS L IS A
440 460 4.80 5.00
Ob e Bt 530 o 8 | /7 59.10  55.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 440 460 480 5.00
m/z 101.10 15.80%
15 31 101
o | 25 7 37, 53 83
miz--> e e A AT SSaB I
Abundance
59
440 460 480 5.00
5000 41 m/z 58.10 14.00%
31
69 87
15 53 98
e S L S LIRS SUSILLS UL IULILS IULI A LIS WA
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl-
59 440 4.60 4.80 5.00
m/z 41.05 9.18%
5000
a1 101
0 15 \31 ‘ N 53\\\ 69 83
m/z--> 10 20 30 40 50 éo 75 80 90 100 110 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083471.D

Aca On : 3 Dec 2015 20:49

Operator : UM/I1Z

Sample : 64573-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 unknown6.30 Concentration Rank 1

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

6.30 115.48 ng 5925860 1,4-Dichlorobenzene-d4 6.52
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 (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 404 (6.304 min): BF083471.D (-401) (-) m/z 132.10 100.00%
132
68
5000
40 5y 75 % 600 6.20 640 6.60
104 : : :
o.,....,....!'!.‘.‘.7,.'.'..,....|,....,..f.‘?,...|.,....,.1.1.5.,....,'...,... m/z 68.10 55.40%
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 L R R IR
6.00 6.20 6.40 6.60
78 m/z 66.10 34 .30%
31 a4 iT
0'P'”I”J“'h'P'”I”'“'“'P'”I”'W'“'P'”I“'W‘”'P”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
600 6.20 640 6.60
5000 m/z 134.10 33.72%
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 —r——
132 6.00 6.20 6.40 6.60
m/z 69.10 21.37%
5000
92
o273 Sl s \ m | T
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 6.00 620 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083471.D

Aca On : 3 Dec 2015 20:49

Operator : UM/I1Z

Sample : 64573-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 Hexanoic acid, 2-ethyl- Concentration Rank 8

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

7.26 4_.55 ng 297736 Naphthalene-d8 7.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 72
2 1.4-Dioxane 88 C4H802 000123-91-1 47
3 Butanoic acid. 2-ethvl-. 1.2.3-p... 386 C21H3806 056554-54-2 45
4 Methvl 4-0O-acetvl-2.3-di-O-methy... 248 C11H2006 072945-56-3 45
5 Heptanoic acid, ethyl ester 158 C9H1802 000106-30-9 38

Abundance Scan 488 (7.265 min): BF083471.D (-484) (-) m/z 73.10 100.00%
7B
5000 41 /\N
lhl | Hfl e 700 7.20 7.40 7.60
ol il 12— m/z 88.10 76.14%
m/z--> 50 100 150 200 250 300 350
Abundance #20009: Hexanoic acid, 2-ethyl-
73
5000
41 7.00 7.20 7.40 7.60
101 m/z 41.05 40.53%
M \‘\

ol Ul e
m/z--> 50 100 150 200 250 300 350
Abundance
28
_l_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_

7.00 7.20 7.40 7.60

5000 m/z 57.10 36.21%
58 88
o— bt -
m/z--> 50 100 150 200 250 300 350
Abundance #153016: Butanoic acid, 2-ethyl-, 1,2,3-propanetriyl ester
4, 88 7.00 7.20 7.40 7.60

m/z 55.10 25.30%

5000
6
0 ] L\“‘i \;09 135155173 214 242 272 294313 355
- e T T e e o T

m/z--> 50 100 150 200 250 300 350 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083471.D

Aca On : 3 Dec 2015 20:49

Operator : UM/I1Z

Sample : 64573-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 5 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.02 3.85 ng 279440 Acenaphthene-d10 9.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 Heptadecane 240 C17H36 000629-78-7 86
4 Nonadecane 268 C19H40 000629-92-5 80
5 Tetracosane 338 C24H50 000646-31-1 78
Abundance Scan 729 (10.019 min): BF083471.D (-725) (-) m/z 57.10 100.00%
57
43
71
5000 P

9.60 9.80 10.00 10.20 10.40

L4 99113127141155169

S m/z 43.10 66.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
43 57
71
5000 [Trrr[rrrrrrrrprrrrrm
85 9.60 9.80 10.00 10.20 10.40
29 m/z 71.10 49 .58%
0 L4 %91}3127141155169 282
T e T [ e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
AR RS R e )
9.60 9.80 10.00 10.20 10.40
5000 71 m/z 85.10 37.48%
85
29

99113127141155169183197 226

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #82607: Heptadecane R R e et
57 9.60 9.80 10.00 10.20 10.40
43 m/z 41.10 27.20%
71
5000 85
29 99
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 960 980 10. OO 10 20 10. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083471.D

Aca On : 3 Dec 2015 20:49

Operator : UM/I1Z

Sample : 64573-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.24 2.27 ng 165059 Acenaphthene-d10 9.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 80
2 Eicosane 282 C20H42 000112-95-8 72
3 Tetracosane 338 C24H50 000646-31-1 72
4 Heptadecane 240 C17H36 000629-78-7 72
5 Octacosane 394 C28H58 000630-02-4 72
Abundance Scan 748 (10.236 min): BF083471.D (-745) (-) m/z 57.10 100.00%
57
5000
4 85 W) e/ WN— A
113 10.00 10.20 10.40 10.60
0 ,,|' e L e e || M7z 43.10 52.77%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #115581: Heptadecane, 2,6,10,15-tetramethyl-
57
5000 85 LRI UL SN BN SURR
10,00 1020 10.40 10.60
m/z 71.10 47 .89%
o4 [ \1%3 141 183 211 239 267 296
miz--> 20 45 60 80 160 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
10,00 10.20 10.40 10,60 _
5000 m/z 41.10 25.30%
85
29
0 113 141 169 282
S R R S LAY A L L LA LA LA LAY LA UL LS LARAN B
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #136481: Tetracosane e e e A REA
57 10.00 10.20 10.40 10.60
m/z 85.10 24 _65%
5000 85
29
o ) 1 141 169 197 225 253 281 309 338
mp>:%&eb%ﬁmmmmmmmmnmm%wmmmmﬁo 10,00 1020 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083471.D

Aca On : 3 Dec 2015 20:49

Operator : UM/I1Z

Sample : 64573-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.49 4.85 ng 335493 Phenanthrene-d10 11.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Eicosane. 10-methvyl- 296 C21H44 054833-23-7 90
3 Nonane. 5-butvl- 184 C13H28 017312-63-9 80
4 Pentadecane. 7-methvl- 226 C16H34 006165-40-8 72
5 Decane, 3-bromo- 220 C10H21Br 030571-71-2 72
Abundance Scan 770 (10.488 min): BF083471.D (-768) (-) m/z 57.10 100.00%
4357
5000
85

10.20 10.40 10.60 10.80

113 141 169

o m/z 43.10 78.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #73965: Hexadecane
43 %’
5000 LA L L L L LN
85 10. 20 10 40 10. 60 10. 80
m/z 71.10 56.65%
o 27 L L | ‘ 113 141 160183 226
R Ea L il SR AARan Eaa s T S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43 57
B
10.20 10.40 10.60 10.80
5000 85 m/z 85.10 34 _.34%
113 154
0 139 168183 211 239 266281295
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #45546: Nonane, 5-butyl- B B e e R S
43 57 10.20 10.40 10.60 10.80
m/z 41.10 30.34%
85
5000 126
0 o4, 111 \ 140155 184
e e e e e e e B B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10. 20 10 40 10. 60 10. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083471.D

Aca On : 3 Dec 2015 20:49

Operator : UM/I1Z

Sample : 64573-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 Tridecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.79 8.06 ng 557251 Phenanthrene-d10 11.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 93
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Dodecanoic acid 200 C12H2402 000143-07-7 53
Abundance Scan 884 (11.791 min): BF083471.D (-881) (-) m/z 43.10 100.00%
B o T
5000
129
g 115 157171 213 11140 11,60 11.80 12.00 12.20
143 185 256 : : : : :
I 199 L& m/z 73.10 90.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65565: Tridecanoic acid
60 73
43
5000 129 R R R me
29 nmumnmnmnm
214 m/z 60.10 80.98%
143 157
0 I .‘l . .‘i‘.‘. .”l“l‘.‘l‘.‘. :
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43
60 11140 11.60 11.80 12.00 12.20
5000 3 m/z 57.10 72.62%
0 87 10111529 143157 171 185 199 213 937 942 20
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83683: Pentadecanoic acid R o B
43 60 73 11.40 11.60 11.80 12.00 12.20
m/z 41.10 70.18%
29
5000
129 242
01115 | 143 199
o bl [grss | sasramaas o | TR (N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. oo 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083471.D

Aca On : 3 Dec 2015 20:49

Operator : UM/I1Z

Sample : 64573-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 unknownl2.43 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.43 2.22 ng 153439 Phenanthrene-d10 11.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (.+/-.)-Dethiobiotin 214 C10H18N203 000636-20-4 43
2 Hexanoic acid. 4-hexadecvl ester 340 C22H4402 1000282-83-8 38
3 2-Propvilthiazole 127 C6HONS 017626-75-4 38
4 5-Amino-3-methvl-1.2.4-oxadiazole 99 C3H5N30 003663-39-6 32
5 1,4-Dioxaspiro[4.5]decan-8-ol 158 C8H1403 022428-87-1 32
Abundance Scan 940 (12.431 min): BF083471.D (-937) (-) m/z 57.10 100.00%
U 99
5000
69 111
41 R A S e e
83 126 155 12120 1240 12.60 12.80
0 m/z 99.10 81.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #65252: (.+/-.)-Dethiobiotin
99
5000 IR SR UL BN B

12.20 12.40 12.60 12.80
m/z 69.10 23.91%

44 56 155
0 28 | 77 7082 | 113126 141 "] 167 181 199 214
L B L e e R A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
99
43 e e A
12.20 12.40 12.60 12.80
5000 m/z 111.10 22.92%
5 71
29 83
o 17 139154 171 197 212224 241
I ma E m e R AAma e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #11409: 2-Propylthiazole R B e e B
58 929 12.20 12.40 12.60 12.80
m/z 55.10 22 .14%
5000 112
126
0.”,”. .M”J.“l”,”..“.”,”....”,”.w.. RS
m/z--> 80 100 120 140 160 180 200 220 240 12.20 12.40 12.60 12. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083471.D

Aca On : 3 Dec 2015 20:49

Operator : UM/I1Z

Sample : 64573-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 Tetradecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.87 3.89 ng 268840 Phenanthrene-d10 11.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 58
2 Pentadecanoic acid 242 C15H3002 001002-84-2 53
3 Dodecanoic acid 200 C12H2402 000143-07-7 45
4 Octanoic Acid 144 C8H1602 000124-07-2 43
5 Methyl 2,6-anhydro-.alpha.-d-alt... 176 C7H1205 1000130-02-0 43
Abundance Scan 978 (12.865 min): BF083471.D (-975) (-) m/z 43.10 100.00%
43
57 73
5000
129
97 185 241 HUSRNRR SN BN SR
115
143157171 199 207 284 12.60 12.80 13.00 13.20
Y S 21350 122 m/z 73.10 82.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75070: Tetradecanoic acid
43 73
5000 29
129 12.60 12.80 13.00 13.20
87 115 185 m/z 57.10 80.31%
. o1 143,171 | 199 228
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 73
12.|60 12.I80 13.'00 13.'20
5000 - 129 m/z 60.10 72.17%
87 242
143 199
115 185
101 157171 213
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #56047: Dodecanoic acid e L
73 12.60 12.80 13.00 13.20
43 m/z 41.10 65.54Y%
51
5000
29 129 157 200
‘ T71011 ‘ 143 | 171
0.?-.5|.‘...|‘.‘..‘.“ ‘ .‘...H‘l‘...‘. .‘..‘M.... ”\”1|8|5”\”” AR RRARRRRaRR R N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1260 1280 1300 1320
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083471.D

Aca On : 3 Dec 2015 20:49

Operator : UM/I1Z

Sample : 64573-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 unknownl12.91 Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
12.91 2.09 ng 104568 Chrysene-di12 14.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2-bromo- 192 C8H17Br 000557-35-7 40
2 Azocine. octahvdro- 113 C7H15N 001121-92-2 37
3 Heptane. 2.2.6.6-tetramethvl-4-m... 168 C12H24 000141-70-8 12
4 1-Hexene. 5.5-dimethyl- 112 C8H16 007116-86-1 12
5 4-Decene, 2,2-dimethyl-, (2)- 168 C12H24 055499-03-1 10

Abundance Scan 982 (12.911 min): BF083471.D (-980) (-) m/z 57.10 100.00%
57
5000 113
69 97 RN BN BN B
M 8 | | 169 12.60 12.80 13.00 13.20
SN i | S e A e NS m/z 113.10 44 .35%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #50797: Octane, 2-bromo-
57 o
43
5000 28 AR R DS R BARRE
113 12.60 12.80 13.00 13.20
m/z 111.10 21.70%
o 1B \ Il M‘ |, 8 97 | 123135 149 192
miz--> 4 60 80 100 120 140 160 180
Abundance
30 56 70
a4 o 12:60 12,80 13.00 13.20
5000 113 m/z 97.10 14 .63%
98
15
e L S S S B B WL L W
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #34847: Heptane, 2,2,6,6—tetramethy|—4—methylen8— LI L I I L
57 12.60 12.80 13.00 13.20
m/z 55.10 12.57%
5000
41
L2 | ew T 168
m/z--> ﬁ 4b & % ﬁ01% m ﬁ01% ' nmnmmmmw
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083471.D

Aca On : 3 Dec 2015 20:49

Operator : UM/I1Z

Sample : 64573-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 Trichloroacetic acid, penta... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.61 6.54 ng 327335 Chrysene-di12 14.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 94

2 3-Eicosene. (E)- 280 C20H40 074685-33-9 91

3 1-Nonadecene 266 C19H38 018435-45-5 91

4 1-Tetracosanol 354 C24H500 000506-51-4 90

5 11-Tricosene 322 C23H46 052078-56-5 87

Abundance Scan 1131 (14.614 min): BF083471.D (-1128) (-) m/z 57.10 100.00%
43

5000

:

125 S
139153 168 14.20 14.40 14.60 14.80 15.00

0 m/z 43.10 99.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #148859: Trichloroacetic acid, pentadecyl ester
43 57
83
5000 AU LN

14.20 14.40 14.60 14.80 15.00
m/z 55.10 92.50%

12

5
139153167182 210

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
83 e e e b
97 14.20 14.40 14.60 14.80 15.00
5000 m/z 83.10 80.95%
29 111
125
o 139153167182196210224 252 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #98171: 1-Nonadecene BEREEEEE S S S E
14.20 14.40 14.60 14.80 15.00
m/z 69.10 78.62%
5000
125
o 139154168182196210224238 266
I~ IIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.20 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083471.D

Aca On : 3 Dec 2015 20:49

Operator : UM/I1Z

Sample : 64573-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 13 9-Octadecenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.03 10.86 ng 491558 Perylene-di12 16.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 90
2 Hexadecanamide 255 C16H33NO 000629-54-9 72
3 Pentadecanamide. 15-bromo- 319 C15H30BrNO 1000163-86-1 64
4 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 59
5 Tetradecanamide 227 C14H29NO 000638-58-4 56
Abundance Scan 1255 (16.031 min): BF083471.D (-1252) (-) m/z 59.05 100.00%
5000 “
%1m 15.80 16.00 16.20 16.40
o w3024 182 221240263 204 376 | sz 72 10 65.28%
m/z--> 50 100 150 200 250 300 350
Abundance #106874: 9-Octadecenamide, (2)-
509
5000
15.80 16.00 16.20 16.40
m/z 55.10 48 .58%
0 2\\9 \H‘ H‘ \“n\ 8Lﬁ il 1%4: \;36154 184 220 253‘ 2?1
m/z--> 50 100 150 200 250 300 350
Abundance
59
" 15.80 16.00 16.20 16.40
5000 m/z 41.10 33.86%
o 29 86 114 145 170192212231 255
m/z--> 50 100 150 200 250 300 350
Abundance #127468: Pentadecanamide, 15-bromo- T T
50 15.80 16.00 16.20 16.40
m/z 43.05 33.28%
5000 vﬂj\~MN_“-vJALN\A_waﬁ/yﬂA
240
0 29| » 86 114 142 170 212 | 278 302321
m/z--> 50 100 150 200 250 300 350 15.80 16.00 16,20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120315\
Data File : BF083471.D

Acq On : 3 Dec 2015 20:49

Operator : UM/1Z

Sample : G4573-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF113015.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... 4.65 48.4 ng 2482600 1 6.52 1026340 20.0
unknown6 .30 6.30 115.5 ng 5925860 1 6.52 1026340 20.0
Hexanoic acid, 2-... 7.26 4.5 ng 297736 2 7.81 1307590 20.0
Eicosane 10.02 3.9 ng 279440 3 9.56 1451610 20.0
Heptadecane, 2,6,... 10.24 2.3 ng 165059 3 9.56 1451610 20.0
Hexadecane 10.49 4.8 ng 335493 4 11.09 1382370 20.0
Tridecanoic acid 11.79 8.1 ng 557251 4 11.09 1382370 20.0
unknownl12 .43 12.43 2.2 ng 153439 4 11.09 1382370 20.0
Tetradecanoic acid 12.87 3.9 ng 268840 4 11.09 1382370 20.0
unknownl12.91 12.91 2.1 ng 104568 5 14.71 1000940 20.0
Trichloroacetic a... 14.61 6.5 ng 327335 5 14.71 1000940 20.0
9-Octadecenamide, ... 16.03 10.9 ng 491558 6 16.77 905074 20.0
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