LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF086984.D

Aca On : 13 May 2016 21:51

Operator : UM/SJ

Sample : H2992-06

Misc :

ALS Vial : 10 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-BF050916.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 1.735 12 13 50 rVB 4545745 9272023 100.00% 19.309%
2 4.741 273 276 291 rBV 686921 1091185 11.77% 2.272%
3 5.199 314 316 319 rBVY 3169897 3416542 36.85% 7.115%
4 6.273 407 410 417 rBV 3520633 3705600 39.97% 7.717%
5 6.387 417 420 422 rBV 3019488 3860869 41.64% 8.040%
6 6.605 437 439 442 rBV 749034 953526 10.28% 1.986%
7 6.765 450 453 456 rBVY 3068212 2795703 30.15% 5.822%
8 7.187 487 490 492 rBV 2474729 2752521 29.69% 5.732%
9 7.896 550 552 555 rBY 1304195 1262844 13.62% 2.630%
10 8.982 644 647 649 rBY 4059424 4334119 46.74% 9.026%

11 9.382 680 682 684 rBvV 286935 286222 3.09% 0.596%
12 9.645 702 705 708 rBV 1493931 1443347 15.57% 3.006%
13 10.091 742 744 746 rVB 125762 104655 1.13% 0.218%
14 10.433 771 774 777 rBV 2694708 2734806 29.50% 5.695%
15 10.559 783 785 790 rVB 126669 141688 1.53% 0.295%

16 11.119 832 834 837 rBV 1323051 1452825 15.67% 3.026%
17 11.371 853 856 860 rBvV 99688 186749 2.01% 0.389%
18 11.668 880 882 886 rBvV 76640 149640 1.61% 0.312%
19 12.182 925 927 938 rVB 239865 521079 5.62% 1.085%
20 12.708 970 973 976 rBV 3787958 3965176 42.76% 8.258%

21 13.611 1050 1052 1061 rBV 193061 430360 4.64% 0.896%
22 13.748 1061 1064 1071 rVB 1676219 1635440 17.64% 3.406%
23 14.514 1128 1131 1135 rBV 222177 307569 3.32% 0.641%
24 15.108 1180 1183 1186 rBV 967199 1119133 12.07% 2.331%
25 16.788 1327 1330 1340 rVB6 22913 95225 1.03% 0.198%

Sum of corrected areas: 48018846
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Meth
Quant Titl

TIC Library :

TIC Integr

LSC Report - Integrated Chromatogram

= Z:\HPCHEM1I\BNA F\DATA\BF051316\
: BF086984.D

: 13 May 2016 21:51

: UM/SJ

= H2992-06

: 10 Sample Multiplier: 1

od : Z:\HPCHEMI\BNA F\METHODS\8270-BF050916.M
e - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L
ation Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000 k

TIC: BF086984.D

1{74

5.20

4.74

6.27
6.39

6.76

6.60

7.19

Ot—
Time-->

3.00

3.50

4.00

I
4.50 5.00

5.50

6.00

6.50

Abundance

4000000:

3000000

2000000

1000000

TIC: BF086984.D

8.98

10.43

9.64

7.90 11.12

10.09 10.56 11.37 11.67

12.71

Time-->

Or——+

11.50 12.00

10.00

I
9.50 10.50 11.00

12.50

13.00

Abundance

4000000:

3000000

2000000 1

1000000

.6

TIC: BF086984.D

3.75

15.11

16.79

Time-->

16.50 17.00

15.50 16.00

14.00 14.50 15.00

17.50 18.00

18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF086984.D

Aca On : 13 May 2016 21:51

Operator : UM/SJ

Sample = H2992-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050916.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 4

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

4.74 22.89 ng 1091190 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 2-Propanone. 1-(1l-methvlethoxv)- 116 C6H1202 042781-12-4 9
5 Formamide, N,N-diethyl- 101 C5H11NO 000617-84-5 7

Abundance Scan 276 (4.741 min): BF086984.D (-273) (-) m/z 43.05 100.00%
43.0
5000 59.1 /\\
l‘ PR Tho 4B abo Sho
Ol et et e S e Tm/z 59.10  47.76%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
59.0 4.40 4.60 4.80 5.00
m/z 58.05 13.27%

15.0 101.0
31.0
0 ‘ 1| Iy 83.0 \‘
A i o o LI B o o o
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0

4.40 4.60 4.80 5.00

5000 m/z 101.10 12.54%
58.0
15.0 27.0 72.0 100.0 A\
e S UL I UL SULI L SULILS IS IULILLS SULILLS AL
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3955: 2,3-Butanedione, monooxime Emmmaa e RRam
43.0 440 460 4.80 5.00

m/z 41.05 9.06%

5000
101.0
150 310 %80 69,0 86.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF086984.D

Aca On : 13 May 2016 21:51

Operator : UM/SJ

Sample = H2992-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050916.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.39 Concentration Rank 2

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

6.39 80.98 ng 3860870 1,4-Dichlorobenzene-d4 6.60
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 12
4 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 420 (6.387 min): BF086984.D (-417) (-) m/z 132.10 100.00%
13p.1
5000
68.1 L
005y || % 200 650 640 k0 ok
0 T e B e B m/z 68.10 38.91%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000
6.00 6.20 6.40 6.60 6.80
310 510 m/z 134.10 33.43%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
6.00 6.20 640 6.60 6.80
5000 m/z 66.05 26.82%
5.0 00 g5
L B N L WL W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl
57.0 132.0 6.00 6.20 6.40 6.60 6.80
m/z 69.10 16.15%
74.0
5000 98.0 116.0
0 T "‘l \I\I ""Ml : Iw‘l : Iw‘l“l : "“l : I‘\ \I —— ?-5|80| —— |]|-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF086984.D

Aca On : 13 May 2016 21:51

Operator : UM/SJ

Sample = H2992-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050916.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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-Hexadecene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.37 2.57 ng 186749 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecene 224 C16H32 000629-73-2 91
2 E-14-Hexadecenal 238 C16H300 330207-53-9 91
3 Dichloroacetic acid. 4-hexadecvl... 352 C18H34C1202 1000282-98-1 91
4 1-Hexadecanol 242 C16H340 036653-82-4 91
5 1-Nonadecene 266 C19H38 018435-45-5 90
Abundance Scan 856 (11.371 min): BF086984.D (-853) (-) m/z 55.05 100.00%
5000
167.1 11,00 11.20 1140 1160
o S 2238 2558 | /7 43.05  96.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72488: 1-Hexadecene
41.0
5000 L SRR B B SULR
nmnmnmnm
m/z 41.10 81.65%
0 150\‘ \M . 139.0 168.0 196.0
m/z--> 26 45 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0
8.0 11,00 11.20 1140 1160
5000 m/z 57.10 75.94Y%
111.0
o 63.0 140.0 168 0189.0210. o 238.0
m/z--> 26 45 60 85 160 150 110 160 180 200 220 210 2éo
Abundance #141863: Dichloroacetic acid, 4-hexadecy! ester A B e
11.00 11.20 11.40 11.60
83.0 m/z 83.10 61.84%
5000
29.0
224.0
o 140.0 168.0 196.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.00 11.20 11.40 11)60 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF086984.D

Aca On : 13 May 2016 21:51

Operator : UM/SJ

Sample = H2992-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050916.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 9
R.T. EstConc Area Relative to ISTD R.T.
11.67 2.06 ng 149640 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 86
3 Undecanoic acid 186 C11H2202 000112-37-8 64
4 Tetradecanoic acid 228 C14H2802 000544-63-8 59
5 Tridecanoic acid 214 C13H2602 000638-53-9 53
Abundance Scan 882 (11.668 min): BF086984.D (-880) (-) m/z 43.10 100.00%
431
73.1
5000
129.1 LR BRI SRR LRI R
97.0 157.2 192.8213.2 2558 nmnmnmnm

o — m/z 41.05 79.92%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43.0 73.0

5000 256.0 L e
129.0 11. 40 11.60 11.80 12.00

m/z 60.10 71.70%

97.0
| ‘ 157.0 185.0
A — ) |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 73.0
BB REEEE mas=EE S ST
11.40 11.60 11.80 12.00
5000 m/z 73.10 68.78%
129.0 242.0
97.0 199.0
o 149,0 171.0
T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #46615: Undecanoic acid
60.0 11.40 11.60 11.80 12.00

m/z 57.10 66.07%

5000
29.0 85.0 129.0
186.0
n\\ 107.0 H‘ \1570 |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF086984.D

Aca On : 13 May 2016 21:51

Operator : UM/SJ

Sample = H2992-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050916.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1-Hexadecanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

12.18  7.17ng 521079  Phenanthrene-di0 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

-Hexadecanol 242 C16H340 036653-82-4 91
-Nonadecene 266 C19H38 018435-45-5 91
-Hexadecene 224 C16H32 000629-73-2 91
-Heptadecanol 256 C17H360 001454-85-9 90
1-Tricosene 322 C23H46 052078-56-5 87

aObhwN R
N

Abundance Scan 927 (12.182 min): BF086984.D (-925) (-) m/z 43.10 100.00%

5000

11.80 12.00 12.20 12.40 12.60
m/z 55.05 98.80%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83798: 1-Hexadecanol
43.0

69.0

%

5000 LN I L L L L L LB L
11. 80 12. 00 12. 20 12. 40 12 60
1250 m/z 57.10 78.36%
oL_22 \ “‘ I | " 154.0 196.0 224.0
R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
41,0
R B
83.0 11.80 12.00 12.20 12.40 12.60
5000 m/z 41.10 76.32%
111.0
o 139.0 168.0 266.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72488: 1-Hexadecene A B e e
41.0 11.80 12.00 12.20 12.40 12.60
m/z 69.10 61.33%
5000
ol 15.0 L H 139.0 168.0 196.0 224.0
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\BF051316\
Data File : BF086984.D

Aca On : 13 May 2016 21:51

Operator : UM/SJ

Sample = H2992-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050916.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1-Docosene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.61 5.26 ng 430360 Chrysene-di12 13.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 95
2 Bromoacetic acid. pentadecvl ester 348 C17H33Bro02 131143-01-6 91
3 Trichloroacetic acid. tetradecvl... 358 C16H29CI1302 074339-52-9 91
4 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
5 1-Nonadecene 266 C19H38 018435-45-5 91
Abundance Scan 1052 (13.611 min): BF086984.D (-1050) (-) m/z 43.10 100.00%
431
83.1
5000
LIRS I BRI SO B
13.20 13.40 13.60 13.80 14.00
N — 207.1230.1 m/z 57.05  93.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #121981: 1-Docosene
55.0
97.0
5000 LR I BRI BN
29.0 13.20 13.40 13.60 13.80 14.000
195.0 m/z 55.05 90.74%
0 I, Il 153.0 181.0 308.0
m/z--> ﬁo 45 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43.0 83.0
13120 13.40 13.60 13.80 14.00
5000 m/z 41.10 61.34%

111.0

141.0 182.0 208.0 255.0

:

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143984: Trichloroacetic acid, tetradecyl ester T T
43. 13.20 13.40 13.60 13.80 14.00

83.0 m/z 83.10 58.98%

5000
111.0

:

139.0 168.0 196.0

241.0
e e  EAEEE R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.20 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF086984.D

Aca On : 13 May 2016 21:51

Operator : UM/SJ

Sample = H2992-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050916.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 9-Octadecenamide, (Z)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.51 5.50 ng 307569 Perylene-d12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 86
2 Tetradecanamide 227 C14H29NO 000638-58-4 78
3 Dodecanamide 199 C12H25N0 001120-16-7 59
4 Octadecanamide 283 C18H37NO 000124-26-5 59
5 Hexadecanamide 255 C16H33N0 000629-54-9 59

Abundance Scan 1131 (14.514 min): BF086984.D (-1128) (-) m/z 59.10 100.00%

59.1

5000

—

14.20 14.40 14.60 14.80

11414401 170.1

294.3 320.4

207.1 240.3

o m/z 72.10 59.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #106874: 9-Octadecenamide, (2)-
59.0
5000 TT [T T I T[T I T r I rrroro]
14.20 14.40 14.60 14.80
m/z 55.10 56.90%
o 20 B0 000 1m0 a0 20”0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
59.0
BN o
14.20 14.40 14.60 14.80
5000 m/z 41.10 41.72%
29.0 97.0 128.0152 o 184.0 227.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #55487: Dodecanamide R B e e
59.0 14.20 14.40 14.60 14.80
m/z 43.05 38.74%
5000
28.0
oL %0 12801560 1990
T e e e e e R N ERmEm R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14 20 14. 40 14.60 14.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051316\
Data File : BF086984.D

Acq On : 13 May 2016 21:51

Operator : UM/SJ

Sample - H2992-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916.M
Quant Title : 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... 4.74 22.9 ng 1091190 1 6.60 953526 20.0
unknown6 .39 6.39 81.0 ng 3860870 1 6.60 953526 20.0
1-Hexadecene 11.37 2.6 ng 186749 4 11.12 1452830 20.0
n-Hexadecanoic acid 11.67 2.1 ng 149640 4 11.12 1452830 20.0
1-Hexadecanol 12.18 7.2 ng 521079 4 11.12 1452830 20.0
1-Docosene 13.61 5.3 ng 430360 5 13.75 1635440 20.0
9-Octadecenamide, ... 14.51 5.5 ng 307569 6 15.11 1119130 20.0
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