LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102615\
Data File : BF082530.D

Aca On : 27 Oct 2015 4:37

Operator : UM/I1Z

Sample : 6G4116-03

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-BF102615.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 4.891 238 241 256 rVB 777384 1591188 55.28% 6.314%
2 5.326 277 279 282 rBVY 1734916 2354067 81.78% 9.341%
3 5.726 312 314 319 rVB 28934 29244 1.02% 0.116%
4 6.389 369 372 374 rBVY 1853267 2571395 89.33% 10.203%
5 6.503 379 382 384 rBVY 2184808 2688479 93.39% 10.668%
6 6.720 399 401 404 rBV 421103 550207 19.11% 2.183%
7 6.880 413 415 418 rBY 2187234 1984975 68.96% 7.876%
8 7.303 449 452 455 rBV 1535970 1559075 54.16% 6.186%
9 8.012 512 514 517 rBV 646720 700641 24.34% 2.780%
10 9.098 606 609 611 rBY 3000746 2878618 100.00% 11.422%

11 9.498 641 644 646 rBvV 536122 477387 16.58% 1.894%
12 9.772 665 668 670 rBvV 862590 810227 28.15% 3.215%

13 10.195 704 705 707 rVB 29768 29820 1.04% 0.118%
14 10.561 735 737 740 rBV 1470720 1565032 54.37% 6.210%
15 10.675 745 747 751 rVB 43655 60783 2.11% 0.241%
16 11.121 784 786 787 rBV 43058 37308 1.30% 0.148%
17 11.258 796 798 800 rBV 815158 802445 27.88% 3.184%
18 11.795 843 845 850 rBV 69541 87378 3.04% 0.347%
19 12.469 902 904 908 rBV 44727 44704 1.55% 0.177%
20 12.698 922 924 926 rBV 40442 40004 1.39% 0.159%

21 12.847 934 937 939 rBV 2522681 2406069 83.58% 9.547%
22 13.749 1014 1016 1026 rBV 81802 155930 5.42% 0.619%
23 13.910 1027 1030 1032 rBV 537215 613725 21.32% 2.435%

24 14.390 1070 1072 1073 rBV 38247 41366 1.44% 0.164%
25 14.424 1073 1075 1079 rVB3 23473 51243 1.78% 0.203%
26 15.018 1125 1127 1129 rVB 48604 50794 1.76% 0.202%
27 15.064 1129 1131 1140 rBvV4 29835 77052 2.68% 0.306%
28 15.361 1154 1157 1164 rBV 367700 532756 18.51% 2.114%
29 15.555 1171 1174 1176 rVB 23995 34294 1.19% 0.136%
30 15.761 1190 1192 1196 rVB 37592 58773 2.04% 0.233%
31 15.853 1196 1200 1201 rBV3 14964 41945 1.46% 0.166%
32 16.493 1253 1256 1259 rBV 18128 34602 1.20% 0.137%
33 16.755 1276 1279 1282 rVB 22445 39630 1.38% 0.157%
34 17.224 1316 1320 1326 rVBS8 14057 41950 1.46% 0.166%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102615\
Data File : BF082530.D

Aca On : 27 Oct 2015 4:37

Operator : UM/I1Z

Sample : 6G4116-03

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

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF102615.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 17.384 1331 1334 1338 rVB2 24722 50327 1.75% 0.200%
36 18.127 1395 1399 1405 rVB5 21577 65678 2.28% 0.261%
37 18.539 1431 1435 1439 rVB4 14294 42435 1.47% 0.168%

Sum of corrected areas: 25201546
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102615\
Data File : BF082530.D

Aca On : 27 Oct 2015 4:37

Operator : UM/I1Z

Sample : 6G4116-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102615.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102615\
Data File : BF082530.D

Aca On : 27 Oct 2015 4:37

Operator : UM/I1Z

Sample : 6G4116-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102615.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.

4.89 57.84 ng 1591190 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
3 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 25
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 241 (4.891 min): BF082530.D (-238) (-) m/z 43.10 100.00%
431
59.1
5000
1011 lll|llllllllllllllll
4.60 4.80 5.00 5.20
71.0 83.1
'W””I””I””m'”P“dv'“v'”P'”P”:i”'v“'v”'v“ﬂ'”ﬂ m/z 59.10 64.66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl- A
43.0
5000 AR UL LR AR L
59.0 460 480 500 5.20
m/z 101.10 19.98%
31 0 g30 1010
wes R T e T H e e 118 1 1
Abundance
59.0
460 480 500 520
5000 41.0 m/z 58.10 16.47%
29.0
87.0
15.0 70.0 98.0
mmmmﬁmﬁmw
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
54.0 4.60 4.80 5.00 5.20
m/z 41.10 9.26%
5000 41.0 A
'w"“|'”'|“'jhk'w"hi'”'zgq'v"w"“l'“'|“"ﬁ???'“%?%9'l RN AR AL AR AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102615\
Data File : BF082530.D

Aca On : 27 Oct 2015 4:37

Operator : UM/I1Z

Sample : 6G4116-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102615.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 unknown6.50 Concentration Rank 1

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

6.50 97.73 ng 2688480 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 382 (6.503 min): BF082530.D (-379) (-) m/z 132.10 100.00%
13R.1
5000
68.1
96.1 IS SUERESE RRE
40.1 54.1 6.20 6.40 6.60 6.80
St :|-.|.'.8,1-9. Aopaiso ) m/z 134.10 33.81%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SRS L
6.20 6.40 6.60 6.80
310 510 m/z 68.10 33.57%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 6.80
5000 67.0 m/z 66.10 22.13%
41.0 97.0
117.0
54,0 81.0
mz-> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propiony! I EEmmamaes
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.10 13.56%
74.0
5000 9go 1160
T I‘I\I - ""“l : Iw‘l : |H“| : "“l : I‘MI —— ?-5|80| —— |]|-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102615\
Data File : BF082530.D

Aca On : 27 Oct 2015 4:37

Operator : UM/I1Z

Sample : 6G4116-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102615.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 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.80 2.18 ng 87378 Phenanthrene-d10 11.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Tridecanoic acid 214 C13H2602 000638-53-9 58
3 Tetradecanoic acid 228 C14H2802 000544-63-8 53
4 Dodecanoic acid 200 C12H2402 000143-07-7 47
5 Undecanoic acid 186 C11H2202 000112-37-8 47
Abundance Scan 845 (11.795 min): BF082530.D (-843) (-) m/z 73.10 100.00%
43.1 31
5000 129.1
97.0 192.1 2132 R BN BN "|A' N
| ‘ |h | | 157.1 | | 256.3 11.40 11.60 11.80 12.00 12.20
e prre el e L LT Tm/z 60.00 89.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43.0
73.0 N
5000 LRI DR BRI SR B
11.40 11.60 11.80 12.00 12.20
1290 256.0 m/z 57.10 80.56%
L T 90170 2150 |
m/z--> 25 Jo éo 80 100 120 150 160 180 200 220 210 2éo
Abundance
73.0
3.0 11:40 11.60 11.80 12.00 12.20
5000 m/z 43.10 79.55%
1290 171.0
98.0 : 214.0
18.0 149.0
m/z--> 25 Jo éo 85 160 150 150 160 180 200 220 210 2éo
Abundance #75071: Tetradecanoic acid A e B
73.0 11.40 11.60 11.80 12.00 12.20
43.0 m/z 55.10 65.56%
5000 129.0
185.0 228.0
W |
s I\Jlllj“\ ‘HIIMHIJN; NI o N A A S T ey
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\BF102615\
Data File : BF082530.D

Aca On : 27 Oct 2015 4:37

Operator : UM/I1Z

Sample : 6G4116-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102615.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.
13.75 5.08 ng 155930 Chrysene-di12 13.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 91
2 Pentafluoropropionic acid. octad... 416 C21H37F502 1000280-07-7 91
3 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 91
4 1-Tetracosanol 354 C24H500 000506-51-4 91
5 1-Octadecene 252 C18H36 000112-88-9 81
Abundance Scan 1016 (13.749 min): BF082530.D (-1014) (-) m/z 57.10 100.00%
57.1
5000 N ﬂ;Lu
02 1011 1340 1360 1380 1400
e . m/z 43.10 80.35%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene
43.0
5000 83.0 U AU SN
13.40 13.60 13.80 14.00
m/z 55.10 73.10%
25.0
| ‘N‘Md\t > 167.0 210.0  267.0307.0 490.0
m/z--> §0 160 1%0 260 2%0 300 3éo 460 4éo '
Abundance
43.0
13.40 13.60 13.80 14.00
5000 m/z 83.10 57 .53%
83.0

125.0 167.0205.0 252.0

-

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #153508: Pentafluoropropionic acid, hexadecyl ester I LI o e o e e
43.0 13.40 13.60 13.80 14.00
m/z 71.10 52.62%
5000

:

T3o
\‘\ IHZ‘?O 167.0  224.0

T T I T
m/z--> 50 100 150 200 250 300 350 400 450 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102615\
Data File : BF082530.D

Aca On : 27 Oct 2015 4:37

Operator : UM/I1Z

Sample : 6G4116-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102615.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 9-Octadecene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.06 2.89 ng 77052 Perylene-di12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecene. (E)- 252 C18H36 007206-25-9 64
2 2- Chloropropionic acid. octadec... 360 C21H41CIl102 088104-31-8 62
3 1-Eicosene 280 C20H40 003452-07-1 58
4 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 58
5 Bacteriochlorophyll-c-stearyl 841 C52H72MgN404 1000164-49-7 58
Abundance Scan 1131 (15.064 min): BF082530.D (-1129) (-) m/z 55.10 100.00%
58,
97.1
5000
| 14,80 15.00 15.20 15.40
L m/z 57.10 82.98%
m/z--> 50 100 150 200 250 300 350
Abundance #89786: 9-Octadecene, (E)-
58.0
83.0
5000 R BN SR B B
29.0 14.80 15.00 15.20 15.40
111.0 m/z 97.10 77 .49%
nee »\‘\ || 13901680106.020402520
m/z--> 50 100 150 200 250 300 350
Abundance
51.0 o7,
14.80 15.00 15.20 15.40
5000 m/z 69.10 71.97%
125.0
29.0
154.0182.0 222.0250'0 297.0 360.0
m/z--> 50 100 150 200 250 300 350
Abundance #106395: 1-Eicosene R B A REEERE B L
43.0 14.80 15.00 15.20 15.40
m/z 83.10 69.91%
97.0
5000
71.0
125.0
L L [B0msa0s200100 25202899
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102615\
Data File : BF082530.D

Aca On : 27 Oct 2015 4:37

Operator : UM/I1Z

Sample : 6G4116-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102615.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 Octacosane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
15.76 2.21 ng 58773 Perylene-di12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 87
2 Heneicosane 296 C21H44 000629-94-7 87
3 Pentacosane 352 C25H52 000629-99-2 87
4 Tetratriacontane 479 C34H70 014167-59-0 86
5 Hexacosane 366 C26H54 000630-01-3 83

Abundance Scan 1192 (15.761 min): BF082530.D (-1190) (-) m/z 57.10 100.00%
51.1
991 15.40 15.60 15.80 16.00
141.1 221.1 . . . .
|, .‘.“--l' (PR m/z 71.10 62.07%
m/z--> 50 100 150 200 250 300 350
Abundance #155177: Octacosane
57.0
5000 A R DU B B
15.40 15.60 15. 80 16.00
99.0 m/z 43.10 55.92%
200 ‘ h i \\ | }41 -0 1830 2250 2810  337.0 3940
m/z--> 50 100 150 260 250 360 3éo '
Abundance
57.0
15.40 15.60 15.80 16.00
5000 m/z 85.10 44 .22%
99.0
27,0 141.0 183 0 225.0 266.0296.0
m/z--> 55 160 150 200 250 360 3éo '
Abundance #142112: Pentacosane  REaas e RERRR
57.0 15.40 15.60 15.80 16.00
m/z 55.10 19.72%
5000
r Jhllﬂomm2%0%m3mo%m
m/z--> 55 100 150 260 250 300 3éo ' 15?0 1560 1580 1600 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102615\
Data File : BF082530.D

Acq On : 27 Oct 2015 4:37

Operator : UM/1Z

Sample : G4116-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102615.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... 4.89 57.8 ng 1591190 1 6.73 550207 20.0
unknown6 .50 6.50 97.7 ng 2688480 1 6.73 550207 20.0
n-Hexadecanoic acid 11.80 2.2 ng 87378 4 11.26 802445 20.0
17-Pentatriacontene 13.75 5.1 ng 155930 5 13.91 613725 20.0
9-Octadecene, (E)- 15.06 2.9 ng 77052 6 15.36 532756 20.0
Octacosane 15.76 2.2 ng 58773 6 15.36 532756 20.0
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