LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121615\
Data File : BF083859.D
Aca On : 16 Dec 2015 20:21 Instrument :
Operator : UM/SJ E?Afs el

- _ lentosampleld :
3?22'6 : G4775-13 COMPOSITE-B-20150873
ALS Vial : 18 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 2.190 6 9 28 rvB2 39457 125215 3.81% 0.480%
2 4.418 202 204 210 rVB2 57329 85520 2.60% 0.328%
3 4.887 243 245 249 rVB 41648 40544 1.23% 0.155%
4 5.093 260 263 268 rBV 442976 721805 21.94% 2.767%
5 5.504 296 299 302 rBVY 1853389 2430375 73.87% 9.315%
6 6.533 385 389 391 rBVY 2204848 2664986 81.01% 10.214%
7 6.659 398 400 403 rBVY 2044332 2607035 79.24% 9.992%
8 6.887 418 420 422 rBV 533323 503631 15.31% 1.930%
9 7.047 432 434 437 rVB 2056200 1994454 60.62% 7.644%
10 7.459 466 470 472 rBV 1525412 1862557 56.62% 7.139%

11 8.179 530 533 535 rBvV 523597 694779 21.12% 2.663%
12 9.253 624 627 629 rBV 3385969 3289862 100.00% 12.610%
13 9.642 659 661 663 rBv 808022 650080 19.76% 2.492%
14 9.928 683 686 688 rBvV 935916 835367 25.39% 3.202%

15 10.362 723 724 726 rVB 44407 37845 1.15% 0.145%
16 10.716 752 755 757 rBV 1969492 1986854 60.39% 7.615%
17 10.830 764 765 770 rVB 38486 69213 2.10% 0.265%
18 11.288 802 805 806 rBvV 38382 44096 1.34% 0.169%

19 11.402 813 815 818 rBV 593069 796590 24.21% 3.053%
20 11.631 833 835 838 rBvV 101531 138550 4.21% 0.531%

21 12.191 882 884 886 rBV 234508 207655 6.31% 0.796%
22 12.613 919 921 923 rBV 65796 56722 1.72% 0.217%
23 12.842 938 941 943 rBV 52357 50861 1.55% 0.195%
24 12.991 951 954 957 rBvV 2573713 2715787 82.55% 10.409%
25 13.882 1030 1032 1036 rBV 84400 106723 3.24% 0.409%

26 14.042 1043 1046 1048 rBvV 501245 647792 19.69% 2.483%

27 14.888 1118 1120 1123 rBV 46761 49049 1.49% 0.188%
28 15.059 1133 1135 1140 rVB 20741 49697 1.51% 0.190%
29 15.151 1140 1143 1146 rBV2 20191 44879 1.36% 0.172%
30 15.471 1168 1171 1174 rBV 342457 470166 14.29% 1.802%
31 15.940 1209 1212 1214 rBV 18786 33242 1.01% 0.127%
32 19.483 1517 1522 1527 rVB5 24147 78305 2.38% 0.300%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121615\

Data File : BF083859.D

Aca On : 16 Dec 2015 20:21

Operator : UM/SJ

ﬁ?ggle : G4775-13 COMPOSITE-B-20150873
ALS Vial : 18 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

Sum of corrected areas: 26090236
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF121615\

BF083859.D

16 Dec 2015 20:21

UM/SJ

G4775-13 COMPOSITE-B-20150873
18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NISTO2.L
ion Parameters: LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF083859.D

6.53

6.66 7.05

5.50

5.09

4.42 4.89

0
Time-->

4.50

T
5.00 5.50

Abundance

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF083859.D

12.99

10.72

9.93
9.64

11.40

10.36 10.83 11.2J\ 11.63 12.6112.84

A
LI B S B B S S R B R BN R SR S RN R S R S E R R SR B RN SN R S B B SN RN B N R R RN B S R R

12.19

T
Time--> 8.00

8.50

9.50

9.00 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50

Abundance

3000000

2500000

2000000

1500000

1000000

500000
13.88

0

TIC: BF083859.D

14.04

15.47

14.89518515 f\ 15.94 19.4¢

14.

Time-->

00 14.50 15.00

15.50 16.00 16.50 17.00 17.50 18.00 18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121615\

Data File : BF083859.D

Aca On : 16 Dec 2015 20:21

Operator : UM/SJ

ﬁ?ggle : G4775-13 COMPOSITE-B-20150873
ALS Vial : 18 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 1-Pentene, 3,3-dimethyl- Concentration Rank 7

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

4.42 3.40 ng 85520 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentene. 3.3-dimethvl- 98 C7H14 003404-73-7 64
2 2-Butenoic acid. 4-nitrophenvl e... 207 C10H9NO4 014617-88-0 59
3 2-Butene. l1l-bromo-3-methvl- 148 C5H9Br 000870-63-3 42
4 1-Butene. 3.3-dimethvl- 84 C6H12 000558-37-2 38
5 1-Pentene, 2,3-dimethyl- 98 C7H14 003404-72-6 38

Abundance Scan 204 (4.418 min): BF083859.D (-202) (-) m/z 69.10 100.00%
41.1 69.1
5000
871 71 | 400 420 440 460 480
: m/z 41.10 87.62%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3298: 1-Pentene, 3,3-dimethyl-
41.0 69.0
5000 [Trrr Tty
4.00 4.20 4.40 4.60 4.80
m/z 43.10 57.41%
G IO
il il AN A
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
410 690
4.00 4.20 4.40 4.60 4.80
5000 m/z 55.10 39.78%
et il 9301090 1390 1600 207.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21960: 2-Butene, 1-bromo-3-methyl- R Emmm e
41.0 69.0 4.00 4.20 4.40 4.60 4.80
m/z 39.10 19.47%
5000
1 ‘ ! gl LIl 15\\0.0
mz-> 20 40 60 80 100 120 140 160 180 200 | | 400 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121615\

Data File : BF083859.D

Aca On : 16 Dec 2015 20:21

Operator : UM/SJ

ﬁ?ggle : G4775-13 COMPOSITE-B-20150873
ALS Vial : 18 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.09 28.66 ng 721805 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 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 263 (5.093 min): BF083859.D (-260) (-) m/z 43.10 100.00%
43.1
59.1
5000
101.1
| 83.1 480 5.00 5.20 5.40
e e e m/z 59.10 69.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 "ok sho sk S0
0
150 4, 1010 m/z 101.10 29.50%
1y ‘. ' Il 83'0 Il
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540
5000 41.0 m/z 58.10 17.50%
73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4000: Morpholine, 4—methy|— L L L L B L L B B
43.0 480 5.00 5.20 5.40
m/z 41.10 9.56%
5000
101.0
71.0
15.0
"'I"h'l' ﬁﬁ.?""F'l"lﬁefév"'i""l ﬁq.ﬂ""k""l""I""I""I""I e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40

8270-BF121315.M Thu Dec 17 18:24:27 2015 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121615\

Data File : BF083859.D

Aca On : 16 Dec 2015 20:21

Operator : UM/SJ

ﬁ?ggle : G4775-13 COMPOSITE-B-20150873
ALS Vial : 18 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 4 unknown6.66 Concentration Rank 1

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

6.66 103.53 ng 2607040 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 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 400 (6.659 min): BF083859.D (-398) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 USSR R LU SR
40.1 1150 6.40 6.60 6.80 7.00
: e B m/z 68.10 43.19%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 "
5000 U I IR UL L
6.40 6.60 6.80 7.00
310 510 ‘ ‘ m/z 134.00 32.39%
‘ [ 1 H | !
miz--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
" 640 6.60 6.80 7.00
5000 m/z 66.10 27 .93%
104.0
270 510 00 o0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propiony! R NEAEEE s
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 18.11%
74.0
5000 98.0 116.0
||||||||||||‘|‘|‘|‘||‘|M|||“|||‘H“||‘|“|||‘H||||:!-5|8|.0|||||]:8|9.|0| 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:\HPCHEM1\BNA F\DATA\BF121615\

Data File : BF083859.D

Aca On : 16 Dec 2015 20:21

Operator : UM/SJ

ﬁ?ggle : G4775-13 COMPOSITE-B-20150873
ALS Vial : 18 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 6 1-Hexadecanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.63 3.48 ng 138550 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanol 242 C16H340 036653-82-4 94
2 3-Chloropropionic acid. heptadec... 346 C20H39CI02 1000283-05-1 91
3 4-Heptafluorobutvrvloxvhexadecane 438 C20H33F702 1000282-97-2 91
4 1-Heptadecanol 256 C17H360 001454-85-9 90
5 9-Octadecene, (E)- 252 C18H36 007206-25-9 80
Abundance Scan 835 (11.631 min): BF083859.D (-833) (-) m/z 55.10 100.00%
581 g30

5000

-

11.40 11.60 11.80 12.00
m/z 69.10 85.15%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83798: 1-Hexadecanol
43.0

69.0

-

5000 LA I B L LB L Y B
11.40 11.60 11.80 12.00
1250 m/z 83.05 82.83%
22.0 “‘ 1L " 154.0 196.0 224.0
S REARRRRRRE Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0 83.0
R R e e R
11.40 11.60 11.80 12.00
5000 111.0 m/z 43.10 81.44%
29.0

139.0 167.0 210.0 238.0 263.0

WWWWVTWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #162900: 4-Heptafluorobutyryloxyhexadecane T e T
.0 11.40 11.60 11.80 12.00

m/z 57.10 75.83%

-

5000
29.0

-

135.0

169.0 200.0 224.0 282.0
R e e R EAERE R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.40 11.60 11. 80 12. 00

8270-BF121315.M Thu Dec 17 18:24:29 2015 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121615\
Data File : BF083859.D

Aca On : 16 Dec 2015 20:21

Operator : UM/SJ

Sample : 6G4775-13

Misc :

ALS Vial : 18 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 7 n-Hexadecanoic acid Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.19 5.21 ng 207655 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 52
2 lIsopropvl Palmitate 298 C19H3802 000142-91-6 49
3 Dodecanoic acid. 1-methvlethvl e... 242 C15H3002 010233-13-3 47
4 l1sopropvl Mvristate 270 C17H3402 000110-27-0 47
5 Estra-1,3,5(10)-trien-17_.beta.-ol 256 C18H240 002529-64-8 30

Abundance Scan 884 (12.191 min): BF083859.D (-882) (-) m/z 43.05 100.00%
43.0
102.1
5000 731
129.1 256.3 T T
||| ‘ “ | | 157.1 1851 213.2 2313 11.80 12.00 12.20 12.40 12.60
e el ] |.|||I ihl SR NOUSPRRRN MY M NS A 7 2 N m/z 60.10 67.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92226: n-Hexadecanoic acid
430 730
5000 AU DU
11.80 12.00 12.20 12.40 12.60
129.0 m/z 57.10 55.80%
256.0
Il m' 970 157.0 1850 2130
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 102.0
11.80 12.00 12.20 12.40 12.60
5000 230 120.0 m/z 102.10 50.62%
157.0 1850 213.0 237,0257.0
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83707: Dodecanoic acid, 1-methylethyl ester R Bt B R
43.0 11.80 12.00 12.20 12.40 12.60
m/z 41.10 50.53%
102.0
5000 3.0
200.0
gL 57 o |
.----.‘-‘--“-‘ Al -.----.‘--- [ a810 | 22202420 S | W——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.80 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121615\

Data File : BF083859.D

Aca On : 16 Dec 2015 20:21

Operator : UM/SJ

ﬁ?ggle : G4775-13 COMPOSITE-B-20150873
ALS Vial : 18 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 8 3-Eicosene, (E)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.88 3.29 ng 106723 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
2 Trifluoroacetic acid. n-heptadec... 324 C17H31F302 1000216-79-2 91
3 1-Octadecanol 270 C18H380 000112-92-5 91
4 11-Tricosene 322 C23H46 052078-56-5 90

5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 90

Abundance Scan 1032 (13.882 min): BF083859.D (-1030) (-) m/z 57.10 100.00%
. .0

5000

%

13.60 13.80 14.00 14.20
m/z 55.10 98.05%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106400: 3-Eicosene, (E)-

r

13.60 13.80 14.00 14.20
m/z 83.05 96.36%

5000

29.0

139.0 167.0 196.0 224.0 252.0 280.0
e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

43.0

E

£9.0 13.60 13.80 14.00 14.20
5000 ' m/z 43.10 91.80%

97.0

125.0 1520 1820 2100
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

%

Abundance #100813: 1-Octadecanol L B e
43.0 83.0 13.60 13.80 14.00 14.20
m/z 69.10 88.62%
“\ L ‘ 1390 1680 196.0 224.0 252.0
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:\HPCHEM1\BNA F\DATA\BF121615\

Data File : BF083859.D

Aca On : 16 Dec 2015 20:21

Operator : UM/SJ

ﬁ?ggle : G4775-13 COMPOSITE-B-20150873
ALS Vial : 18 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 Squalene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.89 2.09 ng 49049 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 007683-64-9 91
2 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 86
3 4.8.12-Tetradecatrienal. 5.9.13-... 248 C17H280 066408-55-7 72
4 2.6.10-Dodecatrien-1-ol. 3.7.11-... 222 C15H260 000106-28-5 72
5 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 64
Abundance Scan 1120 (14.888 min): BF083859.D (-1118) (-) m/z 69.10 100.00%
69.1
5000 L
137.1 ' 14'60 14'80 1500 1520
391 07. 14.60 14.80 15.00 15.20
..-.l-,".|-lﬂ'.]]'.‘. e m/z 81.10 50.26%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158503: Squalene
69.0
5000 L S B I SULE
14.60 14.80 15.00 15.20
1370 m/z 41.10 18.84%
290’ L4 107077 191.0 231.0 273.0 341.0 410.0
m/z--> §o 100 150 200 250 300 350 400
Abundance
69.0
14.60 14.80 15.00 15.20
5000 m/z 93.10 13.51%
137.0
29.0 107.0 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #87347: 4,8,12-Tetradecatrienal, 5,9,13-trimethy!-
69.0 14.60 14.80 15.00 15.20
m/z 95.10 13.24%
5000
136.0
239‘ ‘\ | 1050, | 177.0 21502480
m/z--> " 100 1éo 200 2éo 300 350 400 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121615\

Data File : BF083859.D

Aca On : 16 Dec 2015 20:21

Operator : UM/SJ

ﬁ?ggle : G4775-13 COMPOSITE-B-20150873
ALS Vial : 18 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 11 unknownl19.48 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.48 3.33 ng 78305 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bronopol 199 C3H6BrNO4 000052-51-7 25
2 4-(1.3.3-Trimethvl-bicvclol4.1.0... 206 C14H220 077143-31-8 25
3 1-I5-Nitro-6-uracilvl1-2-T4-fluo... 277 C12H8FN304 343354-75-6 22
4 2.6.10-Dodecatrien-1-ol. 3.7.11-... 222 C15H260 004602-84-0 16
5 (4R*,5R*,9S*)-5,9-Dimethylspiro[... 166 C11H180 063088-19-7 14

Abundance Scan 1522 (19.483 min): BF083859.D (-1517) (-) m/z 123.10 100.00%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #55621: Bronopol
31.0
107.0 1350

5000

19!20 19.I40
m/z 125.10  82.50%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance
109.0 A
A

430 19.20 19.40
5000 m/z 69.10 79.71%

81.0 149.0
191.0

g

mmwmwmwﬁmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #104426: 1-[5-Nitro-6-uracilyl]-2-[4-fluorophenyllethene ——

125.0 19.20 19.40

m/z 109.05 73.23%
5000 101.
70.0
44.0

N M

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 19.20 19.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF121615\

Data File : BF083859.D

Acq On : 16 Dec 2015 20:21

Operator : UM/SJ

3?22'6 - 6477513 COMPOSITE-B-20150873
ALS Vial : 18 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]
1-Pentene, 3,3-di... 4.42 3.4 ng 85520 1 6.89 503631 20.0
2-Pentanone, 4-hy... 5.09 28.7 ng 721805 1 6.89 503631 20.0
unknown6 .66 6.66 103.5 ng 2607040 1 6.89 503631 20.0
1-Hexadecanol 11.63 3.5 ng 138550 4 11.41 796590 20.0
n-Hexadecanoic acid 12.19 5.2 ng 207655 4 11.41 796590 20.0
3-Eicosene, (E)- 13.88 3.3 ng 106723 5 14.04 647792 20.0
Squalene 14.89 2.1 ng 49049 6 15.47 470166 20.0
unknown19 .48 19.48 3.3 ng 78305 6 15.47 470166 20.0
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