LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\
Data File : BF083747.D
Aca On : 13 Dec 2015 23:36 Instrument :
Operator : UM/I1Z E?Afs el

- _ lentosampleld :
3?22'6 : G4743-05 BOTTOM1-EAST-13
ALS Vial : 39 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-BF121315.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 2.224 10 12 28 rvB 58765 138707 3.52% 0.391%
2 5.116 262 265 273 rVB 816556 1103645 27.97% 3.115%
3 5.527 298 301 304 rBY 2827874 3202311 81.17% 9.037%
4 5.927 333 336 338 rBB 57040 48813 1.24% 0.138%
5 6.545 387 390 393 rVB 2666709 3190774 80.87% 9.005%
6 6.682 399 402 405 rBVY 2617909 3684943 93.40% 10.399%
7 6.922 420 423 425 rBV 603855 800020 20.28% 2.258%
8 7.070 434 436 439 rVB 2159345 2935542 74.40% 8.284%
9 7.482 468 472 474 rBV 1875256 2536559 64.29% 7.158%
10 7.573 476 480 482 rVvVv 65638 100672 2.55% 0.284%

11 8.202 532 535 537 rBV 1096807 1056784 26.79% 2.982%
12 9.276 626 629 632 rBY 3751891 3945432 100.00% 11.134%
13 9.665 661 663 666 rBY 1006639 940683 23.84% 2.655%
14 9.893 681 683 685 rvB 73555 58617 1.49% 0.165%
15 9.951 685 688 691 rBV 1243134 1170401 29.66% 3.303%

16 10.396 723 727 728 rBV2 69720 107160 2.72% 0.302%
17 10.614 743 746 749 rBV 30380 49211 1.25% 0.139%
18 10.739 754 757 759 rBV 2529932 2638251 66.87% 7.445%
19 10.865 765 768 773 rVB 93930 118306 3.00% 0.334%

20 11.311 803 807 808 rBv2 78966 83297 2.11% 0.235%
21 11.425 815 817 820 rVB 803146 1118602 28.35% 3.157%
22 11.494 820 823 825 rvB2 29862 44786 1.14% 0.126%
23 11.665 835 838 840 rBvV 133710 147730 3.74% 0.417%
24 11.996 865 867 869 rvB 44453 41700 1.06% 0.118%
25 12.134 875 879 882 rBv2 44989 65211 1.65% 0.184%
26 12.534 911 914 916 rVB 42102 53400 1.35% 0.151%

27 12.842 939 941 943 rBV 223227 186372 4.72% 0.526%
28 12.899 944 946 950 rvB2 86834 110580 2.80% 0.312%
29 13.014 954 956 959 rBV 3214635 3590253 91.00% 10.132%
30 13.254 975 977 979 rVB 57809 47186 1.20% 0.133%

31 13.551 1001 1003 1005 rBV 104229 117217 2.97% 0.331%
32 13.597 1005 1007 1011 rVB2 31237 45538 1.15% 0.129%
33 13.905 1032 1034 1043 rBvV 137689 190469 4._.83% 0.538%
34 14.054 1045 1047 1050 rBV 821255 815268 20.66% 2.301%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121315\

Data File : BF083747.D

Aca On : 13 Dec 2015 23:36

Operator : UM/I1Z

3?22'6 i G4743-05 BOTTOM1-EAST-13
ALS Vial : 39 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-BF121315.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.494 1170 1173 1176 rBV 560407 669152 16.96% 1.888%

36 16.477 1255 1259 1265 rVB 23519 48688 1.23% 0.137%

37 17.060 1305 1310 1314 rBvV 25604 59292 1.50% 0.167%

38 17.746 1365 1370 1377 rBvV 29547 81507 2.07% 0.230%

39 18.557 1435 1441 1451 rBvVY 26037 91249 2.31% 0.258%
Sum of corrected areas: 35434328
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\

Data File : BF083747.D

Aca On : 13 Dec 2015 23:36

Operator : UM/I1Z

ﬁ?ggle i G4743-05 BOTTOM1-EAST-13
ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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: BF083747.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\

Data File : BF083747.D

Aca On : 13 Dec 2015 23:36

Operator : UM/I1Z

ﬁ?ggle i G4743-05 BOTTOM1-EAST-13
ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 Propane, 1,1-dimethoxy- Concentration Rank 6

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

2.22 3.47 ng 138707 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 72
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 10
3 Thiocvanic acid. methvl ester 73 C2H3NS 000556-64-9 9
4 1.3-Dioxolane. 2-(l-methvlethvI)- 116 C6H1202 000822-83-3 9
5 Silanol, trimethyl- 90 C3H100Si 001066-40-6 9

Abundance Scan 12 (2.224 min): BF083747.D (-10) (-) m/z 75.10 100.00%
75 h
5000 45
39 | 57 2.20 2.30 2.40 2.50 2.60
s B AL e B R B o o m/z 73.10 68.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4671: Propane, 1,1-dimethoxy-
75
5000 29 45
2.20 2.30 2.40 2.50 2.60
m/z 45.10 40.45%
LT e @ m
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
73
2.20 2.30 2.40 2.50 2.60
5000 m/z 77.00 34_.57%
45
29
39 S Y/ 101
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #705: Thiocyanic acid, methyl ester
73 2.20 2.30 2.40 2.50 2.60
m/z 41.05 23.27%
5000
45
15
28 58
'"|“"|“"|ﬁ{'|J'k|“'l|“"rJ“'|“"w'"w"'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\

Data File : BF083747.D

Aca On : 13 Dec 2015 23:36

Operator : UM/I1Z

ﬁ?ggle i G4743-05 BOTTOM1-EAST-13
ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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.

5.12 27.59 ng 1103650 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 265 (5.116 min): BFO83747.D (-262) (-) m/z 43.05 100.00%
43
59
5000
i T S sk o
83 : : : :
...,....,....,....',':...?.1.~:.|,...‘?,9....,.-...,....-,....,....,....,....,...., m/z 59.10 62.12%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L AL UL L
59 480 500 520 540
m/z 101.10 23.06%
"'l'“'|'“"?%'“1“'“l"“|"'w"'w§?'w??'}ﬁ%"l'“'|'“'|"“|"'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540
5000 M m/z 58.10 18.12%
68
50 126 14
mﬁwﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3966: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone R RASRmmE S
43 4.80 5.00 5.20 5.40
m/z 41.10 9.41%
5000 101
28 59
‘ ‘ 70 84
'“lﬁﬁl”mw“'WJ'E%MH'“w”“w“kw'”'ﬁ“'v'“v'“l““l“'w RRARA RS LS RS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\

Data File : BF083747.D

Aca On : 13 Dec 2015 23:36

Operator : UM/I1Z

ﬁ?ggle i G4743-05 BOTTOM1-EAST-13
ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 unknown6.68 Concentration Rank 1

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

6.68 92.12 ng 3684940 1,4-Dichlorobenzene-d4 6.92
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 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 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 402 (6.682 min): BF083747.D (-399) (-) m/z 132.00 100.00%
132
5000 68
40 % J 640 6.60 6.80 7.00
54 . . . .
.l??....',’ﬂ.o?..,.. e || mM/Z 68.10  44.73%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 UL R R IR
6.40 6.60 6.80 7.00
m/z 134.00 32.56%
31 51
"'I"tmllw'l'l'j?"”l""l"‘W""I""P"'
m/z--> 20 40 6 80 100 120 140 160 180
Abundance
132
640 6.60 6.80 7.00
5000 m/z 66.10 28.41%
104
14 27 39 51 8077 g 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl A e
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 18.41%
5000 98 116
e el rmhl‘ﬁll 158 ..,.1??. SN N E—
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\

Data File : BF083747.D

Aca On : 13 Dec 2015 23:36

Operator : UM/I1Z

ﬁ?ggle i G4743-05 BOTTOM1-EAST-13
ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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-Hexadecanol Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.67 2.64 ng 147730 Phenanthrene-d10 11.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanol 242 C16H340 036653-82-4 91
2 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
3 1-Heptadecanol 256 C17H360 001454-85-9 90
4 4-Heptafluorobutvrvloxvhexadecane 438 C20H33F702 1000282-97-2 87
5 Trifluoroacetic acid, n-heptadec... 324 C17H31F302 1000216-79-2 86
Abundance Scan 838 (11.665 min): BF083747.D (-835) (-) m/z 83.10 100.00%
43
5000
11,40 11,60 11.80 12.00
R L m/z 55.10 96.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83798: 1-Hexadecanol
43 5
69 g3
97
5000 L B B S SULRA
29 nmnmnmnm
11 m/z 69.10 90.92%
I I H ‘H ‘\ | 140154 168 182196 224
m/z--> ﬁo Jo 60 100 120 150 160 180 200 220 250
Abundance
43 57
69 83 A AL B BRI UL
97 11.40 11.60 11.80 12.00
5000 m/z 97.10 80.51%
- 111
25
139 153 167 182 210
m/z--> ﬁo Jo éo 50 160 150 150 160 180 200 250 250
Abundance #92320: 1-Heptadecanol A B e ST
43 55 83 11.40 11.60 11.80 12.00
69 o m/z 57.10 76.20%
5000
111
L
u‘\ LWLy | 139154163182 210 38
m/z--> ' ' éo 50 160 150 150 1éo 180 200 250 250 1f40 1160 1180 1200
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\
Data File : BF083747.D

Aca On : 13 Dec 2015 23:36

Operator : UM/I1Z

Sample : 6G4743-05

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 6 Hexadecanoic acid, butyl ester Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
1284 457ng 186372  Chrysene-d12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 91

2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 74
3 Hexadecanoic acid. 2-methvlpropyv... 312 C20H4002 000110-34-9 45
4 Pentadecane. 8-methvlene- 224 C16H32 055668-09-2 32
5 Oxirane, 2,3-bis(l1-methylethyl)-... 128 C8H160 054644-32-5 32
Abundance Scan 941 (12.842 min): BF083747.D (-939) (-) m/z 56.05 100.00%
56
5000
129
239 257
3N | l 185 213 12,60 12.80 13.00 13.20
— | Ay -“.%i"*?.].. e et pretererra e | M/Z. 57.10  56.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124073: Hexadecanoic acid, buty| ester
56
5000 RN SN UL I I
1260 1280 13.00 13.20
29 57 m/z 41.10 38.63%
239
h H n 101 "7 157 185 213 283 312
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
" 1260 1280 13.00 13.20
5000 m/z 43.10 38.50%
29 73
129
97113 157 185 213 239257 591 315
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #124097: Hexadecanoic acid, 2-methylpropyl ester T T
57 12.60 12.80 13.00 13.20
m/z 55.10 32.19%
5000 4
{ 239 957
213 ‘ H
Y el O T N~ o Se (VR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 60 12. 80 13. OO 13. 20

8270-BF121315.M Mon Dec 14 18:31:20 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\

Data File : BF083747.D

Aca On : 13 Dec 2015 23:36

Operator : UM/I1Z

ﬁ?ggle i G4743-05 BOTTOM1-EAST-13
ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 Heptadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.90 2.71 ng 110580 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octadecane 254 C18H38 000593-45-3 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 946 (12.899 min): BF083747.D (-944) (-) m/z 57.10 100.00%
57
85
5000
4 SV
W a1 160 12.60 12.80 13.00 13.20
m/z 71.10 72.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #82608: Heptadecane
57
85
5000 LR BN UL I B
4 12.60 12.80 13.00 13.20
m/z 43.10 61.83%
M I J 1%3 141 169 197212 240
m/z--> 25 Jo 60 80 100 120 140 1éo 180 200 220 240 260 280 300
Abundance
57
o 12,60 12,80 13.00 13.20
5000 m/z 85.10 55.33%
41
113
26 141 169 197 225 253268 296
mm‘mmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #91035: Octadecane B M L
57 12.60 12.80 13.00 13.20
m/z 41.10 24 _57%
5000 85
4
UL ™ w6 197 225 254

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12 60 12. 80 13. 00 13 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\
Data File : BF083747.D

Aca On : 13 Dec 2015 23:36

Operator : UM/I1Z

Sample : 6G4743-05

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 8 Octadecanoic acid, butyl ester Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.55 2.88 ng 117217 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 95
2 Octadecanoic acid. 2-methvlpropv... 340 C22H4402 000646-13-9 80
3 Nipecotic acid 129 C6H11NO2 000498-95-3 47
4 n-Butvl mvristate 284 C18H3602 000110-36-1 40
5 1-Hexene, 4-methyl- 98 C7H14 003769-23-1 30

Abundance Scan 1003 (13.551 min): BF083747.D (-1001) (-) m/z 56.10 100.00%
56
5000
73 129 285 ﬂ
267 N EEERRBARREE SRS s
J' o1 g 188 241 | 340 1320 13.40 13.60 13.80
B Mol 29 Ll L PP Tn/z 57.10  62.27%
m/z--> 50 100 150 200 250 300
Abundance #137336: Octadecanoic acid, butyl ester
56
5000 U SRR TSR AR
29 1320 13.40 13.60 13.80
m/z 43.05 38.46%
129 285
97 267
. I“I \I |‘ h \‘H‘ I\M\I\J\I\ I\\il — :|I-5'7 ' ]I-§I5 |2|13| IZ?]- |‘| I\‘I |3:|I-1| |34i.0|
m/z--> 50 100 150 200 250 300
Abundance
57
13.20 13.40 13.60 13.80
5000 m/z 285.30 36.53%
29 267285
83
i gy 185 55 241 310 340
m/z--> " 50 100 150 200 250 300
Abundance #12423: Nipecotic acid R R mam
57 13.20 13.40 13.60 13.80
m/z 55.10 35.57%
5000
30 84 129
101
| U“‘,'.w 1 ,‘ e — S
m/z--> 5 100 150 200 250 300 1320 13.40 13.60 13.80

8270-BF121315.

M Mon Dec 14 18:31:22 2015

BOTTOM1-EAST-13

Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\
Data File : BF083747.D

Aca On : 13 Dec 2015 23:36

Operator : UM/I1Z

Sample : 6G4743-05

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 Trichloroacetic acid, hexad... Concentration Rank 4

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

13.91 4.67 ng 190469 Chrysene-di12 14.05

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
2 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
3 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
4 1-Heptadecanol 256 C17H360 001454-85-9 90
5 1-Hexadecanol 242 C16H340 036653-82-4 87

Abundance Scan 1034 (13.905 min): BF083747.D (-1032) (-) m/z 57.10 100.00%
43 57 83
5000
A RRENESE ST
13.60 13.80 14.00 14.20
A REaE m/z 55.05 92.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43 57
83
5000 LI L L L L L L LB |
13.60 13.80 14.00 14.20
125 m/z 43.10 87.43%
139153167181196 224

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
83 T
97 13.60 13.80 14.00 14.20
5000 m/z 83.10 87.30%
29 111
125
139153167 182196210224 252 280
ﬁhwwmﬁnwrﬁq’mﬁwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 ~——-/\J\v\_
Abundance #148859: Trichloroacetic acid, pentadecy! ester e REEEE S Sy
7 13.60 13.80 14.00 14.20
83 m/z 69.10 85.87%
5000
125
139153167182
T TR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\

Data File : BF083747.D

Aca On : 13 Dec 2015 23:36

Operator : UM/I1Z

ﬁ?ggle i G4743-05 BOTTOM1-EAST-13
ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 Heptacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.56 2.73 ng 91249 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Tetratriacontane 479 C34H70 014167-59-0 91
3 Hexatriacontane 507 C36H74 000630-06-8 90
4 Tetratetracontane 619 C44H90 007098-22-8 90
5 Octacosane 394 C28H58 000630-02-4 90
Abundance Scan 1441 (18.557 min): BF083747.D (-1435) (-) m/z 57.10 100.00%
g7
5000 815
11
155 18.20 18.40 18.60 18.80
,....,...'.lf."."..,'....2,0.7...,..2?1.,....,....,....,....,.. m/z 71.10 70.95%
m'z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #151555: Heptacosane
57
5000 85 UL UL
18.20 18.40 18.60 18.80
m/z 43.10 56.67%
29 113
L[ 141169197225 253281309337 380
T

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance

57

18.20 18.40 18.60 18.80
5000 85 m/z 85.10 51.25%

29 113
141169197225 253281 311337 367 410435

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #169089: Hexatriacontane A RAE e
18.20 18.40 18.60 18.80

m/z 55.10 28 .39%

5000

113141169 197225 253281300337 379 421449477 506

m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.20 18.40 18.60 18.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1I\BNA_ F\DATA\BF121315\

Data File : BF083747.D

Acq On : 13 Dec 2015 23:36

Operator : UM/1Z

3?22'6 i G4743-05 BOTTOM1-EAST-13
ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121315_.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]
Propane, 1,1-dime... 2.22 3.5 ng 138707 1 6.92 800020 20.0
2-Pentanone, 4-hy... 5.12 27.6 ng 1103650 1 6.92 800020 20.0
unknown6 .68 6.68 92.1 ng 3684940 1 6.92 800020 20.0
1-Hexadecanol 11.67 2.6 ng 147730 4 11.44 1118600 20.0
Hexadecanoic acid... 12.84 4.6 ng 186372 5 14.05 815268 20.0
Heptadecane 12.90 2.7 ng 110580 5 14.05 815268 20.0
Octadecanoic acid... 13.55 2.9 ng 117217 5 14.05 815268 20.0
Trichloroacetic a... 13.91 4.7 ng 190469 5 14.05 815268 20.0
Heptacosane 18.56 2.7 ng 91249 6 15.49 669152 20.0
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