LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062716\

Data File : BF088463.D

Aca On 27 Jun 2016 20:54 Instrument :
Operator : UM/SJ gmgigamlem'
3?22'6 i H3701-05 TEOCOMP%ZC
ALS Vial : 31 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

Title

Signal

peak R.T.

# min

1 1.690
2 4.661
3 5.119
4 6.204
5 6.307
6 6.536
7 6.684
8 7.119
9 7.827
10 8.902
11 9.302
12 9.565
13 10.365
14 10.491
15 11.051
16 11.302
17 12.262
18 12.628
19 13.554
20 13.679
21 14.434
22 15.028

> Z:\HPCHEM1I\BNA F\METHODS\8270-BF060716.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

first

TIC

max 1
scan

PK peak
TY heiaht
rvB 1145072
rBv 32169
rBv 946692
rBvV 1064023
rvB 1313665
rBv3 272787
rBv 705135
rBv 469611
rBv 368909
rBV 1423108
rBv 175850
rBv 360006
rBv 610367
rvB 29545
rBv 398897
rBv 34418
rBv 29437
rBV 1141126
rvB2 24147
rBv 293620
rBv 35660
rvB 237824

of corrected

8270-BF060716.M Tue Jun 28 18:32:55 2016

corr.
area
3449799
68173
1208342
1142387
1324119

328887
979883
789241
436904
1426122

241053
485972
784835

48007
479279

77380
43088
1157785
58416
352766

54112
329114

areas:

corr.
% max.
100.00%

1.98%
35.03%
33.11%
38.38%

9.53%
28.40%
22 .88%
12.66%
41 .34%

6.99%
14 .09%
22.75%

1.39%
13.89%

2.24%
1.25%
33.56%
1.69%
10.23%

1.57%
9.54%

15265664

% of
total
22.598%
0.447%
7.915%
7.483%
8.674%

2.154%
6.419%
5.170%
2.862%
9.342%

1.579%
3.183%
5.141%
0.314%
3.140%

0.507%
0.282%
7.584%
0.383%
2.311%

0.354%
2.156%
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF062716\

BF088463.D

27 Jun 2016 20:54

UM/SsJ

H3701-05

31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
1400000

1200000

1.69

1000000

800000

600000

400000

200000

TIC: BF088463.D

5.12

4.66

6.31

6.2(

6.68

6.54

7.12

0

Time-->

AN
T T T T

3.50

4.00

T T
4.50 5.00

2.00

2.50

3.00

Abundance
1400000

1200000

1000000

800000

600000

7.

400000

200000

TIC: BF088463.D
90

10.36

11.05

83 9.56

10.49

12.63

13.!

0
Time-->

10.00

9.50 10.50 11.00 11.50 12.00

12.50

13.00

Abundance
1400000

1200000

1000000

800000

600000

400000

13.68
200000

TIC: BF088463.D

15.03

14.43
A

0
Time-->

16.50 17.00 17.50

15.50 16.00

14.00 14.50 15.00

18.00

18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062716\
Data File : BF088463.D

Aca On : 27 Jun 2016 20:54

Operator : UM/SJ

Sample : H3701-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 4

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

4._.66 4_.15 ng 68173 1,4-Dichlorobenzene-d4 6.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 40
3 Acetone 58 C3H60 000067-64-1 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 269 (4.661 min): BF088463.D (-268) (-) m/z 43.05 100.00%
43
59
5000
101 M
| 83 4.40 4.60 4.80 5.00
| MBSOV | M E. m/z 59.10 66.07%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR AR LR LR AR
59 440 460 480 5.00
m/z 101.10 25.15%
15 31 101
0 25 | 37, 53“ 83 ‘
miz--> 0 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
440 460 480 500
5000 m/z 58.00 19.27%
43 101
o 15 3 5 53, 6571 B3
miz--> 0 10 20 30 40 50 60 70 8 90 100 110
Abundance #214: Acetone R R maa
43 4.40 4.60 4.80 5.00
m/z 41.10 9.84%
5000
15
58
0 2 A %\7\\ |
RIS L SURILIL UL UL SULIL UL IS UL UL UL R U IR L L R
m/z--> 0O 10 20 30 40 50 60 70 8 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\BF062716\
Data File : BF088463.D

Aca On : 27 Jun 2016 20:54

Operator : UM/SJ

Sample : H3701-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 unknown6.31 Concentration Rank 2

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

6.31 80.52 ng 1324120 1,4-Dichlorobenzene-d4 6.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 413 (6.307 min): BF088463.D (-411) (-) m/z 132.00 100.00%
5000 68
6 600 620 6.40 6.60
40 54 75 104 . . . .
o I A0l 1 R 1A el E N [ m/z 68.10 37.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RSN SRS SRR AR
6.00 6.20 6.40 6.60
3 78 m/z 134.00 32.46%
138 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.00 6.20 6.40 6.60
5000 67 m/z 66.05 23.61%
41 97
53 117
79
ol 34 60 89 | 105 124
Wmﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132 6.00 6.20 6.40 6.60
m/z 69.10 15.03%
5000

63 o0 104
15 28 39 % 7 7 " |, 116 \

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062716\
Data File : BF088463.D

Aca On : 27 Jun 2016 20:54

Operator : UM/SJ

Sample : H3701-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Hexadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.49 2.00 ng 48007 Phenanthrene-d10 11.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Nonadecane 268 C19H40 000629-92-5 90
3 Heptadecane 240 C17H36 000629-78-7 83
4 Octadecane. 1-chloro- 288 C18H37ClI 003386-33-2 83
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 64

Abundance Scan 779 (10.491 min): BF088463.D (-777) (-) m/z 57.10 100.00%

57
71

5000

10.20 10.40 10.60 10.80

o] m/z 71.10 80.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83023: Hexadecane
57
43
71
5000 85 |Ir/\|,\||||||||||||||||||||
10.20 10.40 10.60 10.80
29 9 m/z 43.05 58.65%
0 ‘ L L | | 113127141155169183197 226
e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57
43 7 AR S B e ma e
85 10.20 10.40 10.60 10.80
5000 m/z 85.05 45 .71%
29 99
o 113127141155169183197 268
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #94345: Heptadecane
57 10.20 10.40 10.60 10.80
43 m/z 41.10 26.68%
71
5000 85
29 99
o Lo 1}3127141155169182196210 240
”,”.w.”.“.”,”.q.“.“.” R R SASRARRNREEEE RS a R R IEEEE e s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10 20 10. 40 10. 60 10 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062716\
Data File : BF088463.D

Aca On : 27 Jun 2016 20:54

Operator : UM/SJ

Sample : H3701-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 11-Tricosene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.30 3.23 ng 77380 Phenanthrene-d10 11.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11-Tricosene 322 C23H46 052078-56-5 87
2 1-Hexadecanol 242 C16H340 036653-82-4 80
3 Cetene 224 C16H32 000629-73-2 64
4 l1sobutyl tetradecvl carbonate 314 C19H3803 959275-58-2 58
5 1-Undecanol 172 C11H240 000112-42-5 43
Abundance Scan 850 (11.302 min): BF088463.D (-847) (-) m/z 55.10 100.00%
83
5000 111 Ay,fkvxmg\_mxj\Hk»fo»»~MfA~
3 11,00 11,20 11140 1160
0! m/z 69.10 95.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #163017: 11-Tricosene
48
5000 83 UL SR SULRRE B R
11.00 11.20 11. 40 11.60
111 m/z 43.10 93.19%
o ‘ H | 140 168 196 224243 266 294 322
m/z--> 25 45 eb éo 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55
83 UL SN BRI U
11.00 11.20 11.40 11.60
5000 m/z 57.10 89.72%
31 111
0 14 139 168 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #81243: Cetene LA L L B NI B |
41 11.00 11.20 11.40 11.60
m/z 83.10 89.55%
7
83
ol 15 \ H‘ ‘ 139 168 196 224
m/z--> 25 40 eb 80 100 120 140 160 180 200 220 240 260 280 300 320 11'00 11. 20 11. 40 11. 60 !
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062716\
Data File : BF088463.D

Aca On : 27 Jun 2016 20:54

Operator : UM/SJ

Sample : H3701-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 3-Chloropropionic acid, hep... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

1355 3.31ng 58416  Chrysene-d12 13.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 3-Chloropropionic acid. heptadec... 346 C20H39CI102 1000283-05-1 91

2 11-Tricosene 322 C23H46 052078-56-5 91

3 1-Hexadecanol 242 C16H340 036653-82-4 91

4 Trichloroacetic acid. pentadecvl... 372 C17H31CI302 074339-53-0 91

5 n-Heptadecanol-1 256 C17H360 001454-85-9 90

Abundance Scan 1047 (13.554 min): BF088463.D (-1044) (-) m/z 97.10 100.00%
7 g7

IN
=
o

5000

125 149 L L e e
8 13.20 13.40 13.60 13.80

e m/z 57.10 97.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #181286: 3-Chloropropionic acid, heptadecy! ester

7 3

o

o

%

41
5000 LA L L B L L L L L L
13.20 13.40 13.60 13.80
17 m/z 83.10 94 .10%
0 2% M‘ 154 182 210 238 263
e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43
R Emmam e
13.20 13.40 13.60 13.80
5000 83 m/z 55.10 93.30%

111
140 168183 210 238 266 294 322

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #95985: 1-Hexadecanol S B o o o MUV
a3 13.20 13.40 13.60 13.80
69 m/z 43.10 86.64%
- /J\/\\MJ\/\MNW
2
\\\‘ i 154 180196 224
O e e

T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062716\
Data File : BF088463.D

Aca On : 27 Jun 2016 20:54

Operator : UM/SJ

Sample : H3701-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 9-Octadecenamide, (Z)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.43 3.29 ng 54112 Perylene-di12 15.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 96
2 Hexadecanamide 255 C16H33NO 000629-54-9 64
3 8-Methvl-6-nonenamide 169 C10H19NO 1000293-20-9 50
4 Cvclohexanecarboxamide 127 C7H13NO 001122-56-1 38
5 Tetradecanamide 227 C14H29NO 000638-58-4 38
Abundance Scan 1124 (14.434 min): BF088463.D (-1122) (-) m/z 59.10 100.00%
59
5000
41
|| 14.20 14.40 14.60 14.80
o} A m/z 72.00 74 .98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128445: 9-Octadecenamide, (2)-
59
5000 41 HRI SUNLE B BN B
14.20 14.40 14.60 14.80
81 m/z 55.10 53.86%
) 2 98 112126140154 170184198 221 233 264 281
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59
1420 14.40 14.60 14.80
5000 m/z 41.10 30.22%
43
o 29 86 100114128142156170184198212226240 255
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #37470: 8-Methyl-6-nonenamide R B B B
41 99 14.20 14.40 14.60 14.80
m/z 69.10 29.66%
5000
o} B B o e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1420 14.40 14.60 14.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062716\
Data File : BF088463.D

Acq On 27 Jun 2016 20:54

Operator : UM/SJ

Sample : H3701-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.66 4.2 ng 68173 1 6.54 328887 20.0
unknown6 .31 6.31 80.5 ng 1324120 1 6.54 328887 20.0
Hexadecane 10.49 2.0 ng 48007 4 11.05 479279 20.0
11-Tricosene 11.30 3.2 ng 77380 4 11.05 479279 20.0
3-Chloropropionic... 13.55 3.3 ng 58416 5 13.68 352766 20.0
9-Octadecenamide, ... 14.43 3.3 ng 54112 6 15.03 329114 20.0

8270-BF060716.M Tue Jun 28 18:33:00 2016 Page: 9



