LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080615\
Data File : BF080901.D

Aca On : 6 Aug 2015 21:34

Operator : TP/UM

Sample : 63196-02

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-BF080615.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

4.281 191 192 196 rBV2 15554 24170 1.39% 0.203%
4._.956 249 251 254 rBV 376776 396383 22.84% 3.332%
rBv 474375 602325 34.71% 5.063%
5.802 324 325 328 rBV 17956 19317 1.11% 0.162%
6.430 378 380 382 rBV 528714 469178 27.03% 3.944%
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6.567 389 392 394 rBV 1077312 906881 52.25% 7.623%
6.807 411 413 415 rBvV 441440 371910 21.43% 3.126%
rvB 690353 864940 49.84% 7.270%
7.367 459 462 465 rBvV 788953 718034 41.37% 6.035%
8.087 523 525 528 rBV 424334 453988 26.16% 3.816%
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11 9.173 617 620 622 rBVY 1660093 1606491 92.56% 13.503%
12 9.562 652 654 656 rBvY 185839 143619 8.28% 1.207%
13 9.848 676 679 681 rBvV 483091 544811 31.39% 4_579%

14 10.259 711 715 716 rBV 18776 22426 1.29% 0.188%
15 10.282 716 717 719 rVB 24387 18352 1.06% 0.154%
16 10.625 745 747 750 rBv2 839532 910998 52.49% 7.657%
17 10.751 756 758 762 rBV 32851 44286 2.55% 0.372%
18 11.196 795 797 799 rBV 33269 40823 2.35% 0.343%
19 11.322 806 808 810 rBV 707506 593089 34.17% 4.985%
20 11.631 832 835 837 rBvV 50075 76227 4_.39% 0.641%
21 11.859 853 855 857 rBvV 73165 69954 4_.03% 0.588%
22 12.031 868 870 872 rBV 23745 19224 1.11% 0.162%
23 12.111 875 877 879 rVB 99108 79406 4._.58% 0.667%
24 12.511 906 912 915 rBv4 7786 31884 1.84% 0.268%

25 12.911 944 947 949 rBV 1826493 1735547 100.00% 14.588%
26 13.951 1035 1038 1040 rVB 667177 606308 34.93% 5.096%
27 15.357 1158 1161 1164 rBV 459441 526561 30.34% 4.426%

Sum of corrected areas: 11897132
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080615\
Data File : BF080901.D

Aca On : 6 Aug 2015 21:34

Operator : TP/UM

Sample : 63196-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF080615.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BFO80901.D
1500000
6.57
1000000
7.37
6.97
6.43
500000 5.39 6.81
4.96 8.09
4.28 5.80
o o T T R e T S L
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
Abundance TIC: BF080901.D
1291
9.17
1500000
1000000
10.62
11.32 13.95
500000 9.85
9,56 12.11
1. .
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: BFO80901.D
1500000
1000000
500000 15.36
e e e I T B i T e o R et
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:\HPCHEM1\BNA F\DATA\BF080615\
Data File : BF080901.D

Aca On : 6 Aug 2015 21:34

Operator : TP/UM

Sample : 63196-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080615.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.

4.96 21.32 ng 396383 1,4-Dichlorobenzene-d4 6.81
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-(1l-methvleth... 116 C7H160 017348-59-3 42
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 251 (4.956 min): BFO80901.D (-249) (-) m/z 43.10 100.00%
43
59
5000
101 rrrrrTrrTTT T T T T T T T
4.60 4.80 5.00 5.20
O Sl S8 8 | m/z 59.10  56.59%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R UL L A
59 460 480 500 520
m/z 58.10 15.43%
o 25 3t 37 | 83 g3 M
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
460 480 500 520
5000 m/z 101.10 14.27%
41
53 73 86
S S S I IR UL UL UL SULILISS WAL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- T e
59 4.60 4.80 5.00 5.20
m/z 41.10 8.87%
5000
a1 101
15 31 53 69 83
0"w"'w'”'W"“mhh'w'm‘b"“w"'w“'w"'w"'w' S U SRS SRR
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080615\
Data File : BF080901.D

Aca On : 6 Aug 2015 21:34

Operator : TP/UM

Sample : 63196-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080615.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.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 2 unknown6.57 Concentration Rank 1

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

6.57 48_.77 ng 906881 1,4-Dichlorobenzene-d4 6.81
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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 392 (6.567 min): BF080901.D (-389) (-) m/z 132.10 100.00%
132
5000 68
40 54 7 &7 9|6 . 620 640 6.60 6.80 7.00
o BUAA 1A N N | R — m/z 68.10 49.17%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RS I R
6.20 6.40 6.60 6.80 7.00
31 51 78 m/z 66.10 31.82%
0 ‘ L1 H (1A L 1
L L N L UL L SIS SRR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 6.80 7.00
5000 m/z 134.10 31.17%
33 aa o 105
o 60 80 115
miz--> 4 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl R R mEma e
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 19.18%
5000 og M°
o -‘-“‘. ,ﬁ*%wm97,\,\‘l,,m, s 8 S
m/z--> 40 60 80 100 120 140 160 180 6.20 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080615\
Data File : BF080901.D

Aca On : 6 Aug 2015 21:34

Operator : TP/UM

Sample : 63196-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080615.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 Octadecane, 1-chloro- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.63 2.57 ng 76227 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 1-chloro- 288 C18H37ClI 003386-33-2 90
2 Tetratetracontane 619 C44H90 007098-22-8 90
3 Octacosane 394 C28H58 000630-02-4 87
4 Tridecane 184 C13H28 000629-50-5 86
5 Pentadecane 212 C15H32 000629-62-9 86
Abundance Scan 835 (11.631 min): BF080901.D (-832) (-) m/z 57.10 100.00%
57
5000
917 ul "' 11140 11:60 11.80 12.00
- m/z 43.10 67 .36%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #110991: Octadecane, 1-chloro-
57
5000 L UL I S B
1 nmnmnmnm
m/z 71.10 49 .20%
o 2#\ ‘ | JL 133 175 217252268
miz--> 0 50 100 150 200 250 300 350 400 4éo 560 séo 660
Abundance
57
"' 11140 1160 11.80 12.00
5000 m/z 85.10 38.29%

97
26 141 183 225 267 309 351 393 435 491 535 574 617

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #155178: Octacosane
57 11.40 11.60 11.80 12.00
m/z 55.10 28.36%
5000

99
26 ] |, 141 183 225 281 337 394

e M —— NS A

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080615\
Data File : BF080901.D

Aca On : 6 Aug 2015 21:34

Operator : TP/UM

Sample : 63196-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080615.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 Undecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.86 2.36 ng 69954 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 72
2 n-Decanoic acid 172 C10H2002 000334-48-5 50
3 .alpha.-D-Glucopvranoside. .alph... 342 C12H22011 000099-20-7 43
4 Methvl-_.alpha.-d-ribofuranoside 164 C6H1205 1000129-83-1 43
5 Heptanoic acid 130 C7H1402 000111-14-8 35
Abundance Scan 855 (11.859 min): BF080901.D (-853) (-) m/z 43.10 100.00%
48 60 73
5000
129
85 97 115 R SURIURE BURUSE SN SUN
| 143 157 171 185 213 11.60 11.80 12.00 12.20
S — m/z 73.10 94.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #46615: Undecanoic acid
60 73
5000 43 R SUNIURE UM SN SUN
11.60 11.80 12.00 12.20
29 85 129 143 m/z 60.10 90.60%
‘ ‘ ‘ 97 115 ‘ ‘ 157 186
o .}?,.L..Vﬂ.wlw.w“,HL.JHM... A e -
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
60 73
11,60 11.80 12.00 12.20
5000 41 m/z 57.10 78.81%
129
29
87
oL 15 100 15 143, 172
m/z--> ﬁo Jo eb 85 160 150 150 1éo 180 260 250 '
Abundance #137744: .alpha.-D-Glucopyranoside, .alpha.-D-glucopyranosy! R N EEEEs s
78 11.60 11.80 12.00 12.20
- m/z 55.10 75.91%
5000
85
97
146
0 18 \H W|.“‘.“..M|”‘...‘k1.%.6"...“...1?3:.. ....l....l..2.3.5|. e e
m/z--> m1m1m1m1m1m2m2m nmnmnmnm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080615\
Data File : BF080901.D

Aca On : 6 Aug 2015 21:34

Operator : TP/UM

Sample : 63196-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080615.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 4
R.T. EstConc Area Relative to ISTD R.T.
12.11 2.68 ng 79406 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
2 n-Capric acid isopropvl ester 214 C13H2602 002311-59-3 53
3 Isopropvl Mvristate 270 C17H3402 000110-27-0 42
4 Nonanoic acid. l1l-methvlethvl ester 200 C12H2402 028267-32-5 42
5 Pentadecanoic acid 242 C15H3002 001002-84-2 38
Abundance Scan 877 (12.111 min): BF080901.D (-875) (-) m/z 43.10 100.00%
48
60
5000
129 256 T T
143157171185 213 239 11.80 12.00 12.20 12.40
O m/z 60.00 61.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 o4
5000 U UL SRR SRR B
11.80 12.00 12.20 12.40
m/z 57.10 53.60%
o 1L ‘ H N }01}15129143157171185199213227239 2?6
m/z--> 25 Jo 80 100 120 150 1éo 180 200 220 250 260
Abundance
43
11.80 12,00 12.20 12.40
5000{ 27 60 m/z 41.05 46 .03%
73
g7 1%%1y5129 155 173 199 214
O T e i e T e N e
m/z--> 25 Jo éo 85 160 150 150 1éo 180 200 220 250 2éo
Abundance #100684: Isopropyl Myristate R AL e
43 60 102 11.80 12.00 12.20 12.40
m/z 55.10 39.38%
73
5000 998
129 211
185
0 27 | I \‘ Uu‘ M 143157171
m/z--> 25 Jo 60 85 100 150 150 1éo 180 200 220 250 2éo 11. 80 12. oo 12 20 12. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080615\
Data File : BF080901.D

Acq On : 6 Aug 2015 21:34

Operator : TP/UM

Sample - G3196-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080615.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... 4.96 21.3 ng 396383 1 6.81 371910 20.0
unknown6 .57 6.57 48.8 ng 906881 1 6.81 371910 20.0
Octadecane, 1-chl... 11.63 2.6 ng 76227 4 11.32 593089 20.0
Undecanoic acid 11.86 2.4 ng 69954 4 11.32 593089 20.0
n-Hexadecanoic acid 12.11 2.7 ng 79406 4 11.32 593089 20.0
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