LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102116\
Data File : BF090736.D

Aca On : 22 Oct 2016 3:17

Operator : UM/SJ

Sample : H5308-12

Misc :

ALS Vial : 16 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-BF102116.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 2.440 7 9 33 rvB4 15095 123119 1.67% 0.234%
2 5.046 235 237 243 rBV 299659 457476 6.20% 0.870%
3 5.457 271 273 276 rBVY 2256148 2514707 34.09% 4.783%
4 6.486 361 363 372 rBVY 1685975 1798980 24.38% 3.422%
5 6.623 372 375 377 rBVY 4914020 5112828 69.30% 9.724%

6.852 393 395 406 rBV 1531004 1677389 22.74% 3.190%
7.012 406 409 411 rBV 4913572 4877864 66.12% 9.277%
7.423 442 445 447 rBV 3421114 4221515 57.22% 8.029%
8.143 505 508 510 rBV 1883727 2164250 29.33% 4.116%
9.218 599 602 605 rBV 6158180 7280111 98.68% 13.846%

=
QO ~NO®

11 9.606 634 636 639 rBvV 229187 258944 3.51% 0.492%
12 9.892 658 661 664 rBVY 2586794 2469146 33.47% 4.696%
13 10.681 727 730 733 rBvV2 3102728 4695489 63.64% 8.930%
14 10.806 739 741 745 rVB 44100 79794 1.08% 0.152%
15 11.378 789 791 795 rBV 2356791 2200827 29.83% 4.186%

16 11.606 809 811 816 rBV 232569 271825 3.68% 0.517%
17 12.429 880 883 890 rBV 1218193 1385929 18.79% 2.636%
18 12.966 927 930 933 rBV 5432892 7377715 100.00% 14.032%
19 13.172 946 948 952 rBV2 43942 92530 1.25% 0.176%
20 13.412 967 969 975 rBV 247454 249264 3.38% 0.474%

21 13.869 1006 1009 1013 rBV 167206 255816 3.47% 0.487%
22 14.018 1018 1022 1024 rBV 1617700 1857152 25.17% 3.532%
23 15.447 1144 1147 1150 rBV 851442 1155921 15.67% 2.198%

Sum of corrected areas: 52578591
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102116\
Data File : BF090736.D

Aca On : 22 Oct 2016 3:17

Operator : UM/SJ

Sample : H5308-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

2.44

TIC: BF090736.D

5.46

5.05

6.62

6.49

6.85

7.01

7.42

0
Time-->

2.50 3.00 3.50 4.00 4.50

5.00 5.50 6.00 6.50

7.00

7.50 8.00

Abundance
6000000

5000000

4000000

3000000

1000000

2000000814

9.89

9.61

TIC: BF090736.D

10.68

11.38

L0.81

12.43

12.97

1317

13.41

0
Time-->

8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00

12.50

13.00

13.50

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

14.02

15.45

8.87

TIC: BF090736.D

0
Time-->

16.50 17.00 17.50 18.00

14.00 14.50 15.00 15.50 16.00

18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102116\
Data File : BF090736.D

Aca On : 22 Oct 2016 3:17

Operator : UM/SJ

Sample : H5308-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.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 4

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

5.05 5.45 ng 457476 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 23
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Acetone 58 C3H60 000067-64-1 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 237 (5.046 min): BF090736.D (-235) (-) m/z 43.10 100.00%
43
59
5000
101 IEEBENARRESUARE SRR R
50 | 83 | 480 500 5.20 5.40
Ol ettt e e e e e e e m/z 59.10 57.61%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 HEREE RS SRR SR
480 500 5.20 5.40
59 101 m/z 101.10 19.68%
o 2 36 51 “‘ 67 76 83 91 |
HUSUNRREN NI LRI LR IR IR LRI LRSS LSS SRS SRR SRR BARRE
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 5.00 520 5.40
5000 m/z 58.10 16.57%
41
ol 50 73 86
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester A BAREN e
59 480 500 5.20 5.40
m/z 41.10 8.27%
5000 41
68
0 Il s0 | 126 142
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102116\
Data File : BF090736.D

Aca On : 22 Oct 2016 3:17

Operator : UM/SJ

Sample : H5308-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.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 unknown6.62 Concentration Rank 1

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

6.62 60.96 ng 5112830 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 375 (6.623 min): BF090736.D (-372) (-) m/z 132.00 100.00%
132
5000 68 AL
40 % J 620 640 6.60 6.80 7.00
54 . . . .
0 g lewr W h/z 68.10  44.65%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.20 6.40 6.60 6.80 7.00
31 51 m/z 134.00 34.48%
0'"|'J”Ml'Hw'l”j?”"|“'”l""""l”"l'”'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 6.80 7.00
5000 m/z 66.05 27 .62%
104
ol 14 27 39 1 66 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 17.63%
5000 og 116
) AN | VIR A N fMM.‘ﬁ,. 198 ..,.1§?.
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102116\
Data File : BF090736.D

Aca On : 22 Oct 2016 3:17

Operator : UM/SJ

Sample : H5308-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.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 1-Tetradecene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.61 2.47 ng 271825 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Tetradecene 196 C14H28 001120-36-1 96
2 l1-Hexadecanol 242 C16H340 036653-82-4 94
3 Cvclotetradecane 196 C14H28 000295-17-0 91
4 9-Eicosene. (E)- 280 C20H40 074685-29-3 91
5 1-Tridecanol 200 C13H280 000112-70-9 91

Abundance Scan 811 (11.606 min): BF090736.D (-809) (-) m/z 55.10 100.00%

6

5000

%

125
139 154 175 196 11.20 11.40 11.60 11.80 12.00

o] m/z 69.10 88.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53614: 1-Tetradecene
43
70 83
97
5000 LA L L L L L L L LB
29 1120 11.40 11.60 11.80 12.00

‘ 111125 m/z 43.10 84.33%
L 1

o5 || 140 154 168 196
IIIIIIIIIIIII II IIHI ‘I IIIIIIIIIIIIIIIII
m/z--> 20 40 60 100 120 140 160 180 200 220
Abundance
43 55
69 83 it Sttt
o 11.20 11.40 11.60 11.80 12.00
5000 ’ m/z 57.10 80.83%
29 111
125
o 140 154 168 182 196 224
T N e i el M. Lt
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53622: Cyclotetradecane A R LR et e e
55 a3 11.20 11.40 11.60 11.80 12.00
41 69 m/z 83.05 79.02%
5000 o1
29 111
e el S Tl R R T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.20 1140 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102116\
Data File : BF090736.D

Aca On : 22 Oct 2016 3:17

Operator : UM/SJ

Sample : H5308-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.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 9-Octadecene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.43 12.59 ng 1385930 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecene. (E)- 252 C18H36 007206-25-9 91
2 1-Hexadecanol 242 C16H340 036653-82-4 91
3 9-Eicosene. (E)- 280 C20H40 074685-29-3 91
4 Bromoacetic acid. hexadecvl ester 362 C18H35Bro02 005454-48-8 91
5 5-Octadecene, (E)- 252 C18H36 007206-21-5 91

Abundance Scan 883 (12.429 min): BF090736.D (-880) (-) m/z 55.10 100.00%

5000

>‘

195 e e
139154168182196 224 77 12'280312'148 12'6332'209%

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89786: 9-Octadecene, (E)-
55 g9

83

>—

5000 LI L L L L L L L LB
12.20 12.40 12.60 12.80
m/z 69.10 95.18%
2 125
o 139154168182196 224 252
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
> 83 SRR | N
o 12.20 12.40 12.60 12.80
5000 ’ m/z 57.10 91.41%
29 111
12

5
o 140154168182196 224

Wﬁ‘wmwrwmﬁwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106399: 9-Eicosene, (E)- R  ARARaRa e
83 12.20 12.40 12.60 12.80
m/z 43.10 85.08%

97

5000

12

5
139153168182196210224 252 280

T
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102116\
Data File : BF090736.D

Aca On : 22 Oct 2016 3:17

Operator : UM/SJ

Sample : H5308-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.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 4,8,12,16-Tetramethylheptad... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.41 2.68 ng 249264 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4.8.12.16-Tetramethvlheptadecan-... 324 C21H4002 096168-15-9 72
2 Hexanoic acid. 5-tridecvl ester 298 C19H3802 1000279-29-4 59
3 .delta. Nonalactone 156 C9H1602 003301-94-8 53
4 2(3H)-Furanone. 5-ethvildihvdro-3... 128 C7H1202 002610-98-2 53
5 2(3H)-Furanone, 5-ethyldihydro-5... 128 C7H1202 002865-82-9 50
Abundance Scan 969 (13.412 min): BF090736.D (-967) (-) m/z 99.00 100.00%
99
5000 43

126 13.00 13.20 13.40 13.60 13.80
151 179196 221 243 m/z 43.10  43.48%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129959: 4,8,12,16-Tetramethylheptadecan-4-olide
99
5000 43 LA L L L L L L L
13. OO 13. 20 13. 40 13. 60 13. 80
69 196 m/z 55.10 32.16%
0 ‘ H I ‘H 151167184199 221 254 306 324
.”q”.quupuq.”q””.”..”.””.”..”.””.”..”.””P.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
99
R B
13.00 13.20 13.40 13.60 13.80
5000 43 m/z 69.10 31.78%
71
27 ; 182
0 138154 241
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #27621: .delta. Nonalactone O B
99 13.00 13.20 13.40 13.60 13.80
m/z 57.10 31.34%
5000
: \\ | s o
,””P”quupuqnupn.””.”.””.”q””.”.nupn.uupu B B maa e S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13. OO 13. 20 13. 40 13. 60 13. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102116\
Data File : BF090736.D

Aca On : 22 Oct 2016 3:17

Operator : UM/SJ

Sample : H5308-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.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 1-Hexadecanol, 2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.87 2.75 ng 255816 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanol. 2-methvl- 256 C17H360 002490-48-4 91
2 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 91
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
4 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 1000283-04-2 90

Abundance Scan 1009 (13.869 min): BF090736.D (-1006) (-) m/z 57.10 100.00%

57

43 83

5000

:

13.60 13.80 14.00 14.20
m/z 43.10 76.09%

12

5
0 139153167 185 208 239 256 281

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92325: 1-Hexadecanol, 2-methyl-
43 57

:

13!60 13.I80 14.IOO 14!20
111 m/z 83.10 70.11%

125139 154168182196 210224238 256

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

R R REEEE ma s s
13.60 13.80 14.00 14.20
5000 m/z 55.10 67.79%
71
29 97

111
o 125140155 181196 224

Tmmmmwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #152927: Trichloroacetic acid, hexadecy! ester T
13.60 13.80 14.00 14.20

83 m/z 69.10 65.33%
97

:

5000

125

:

139153167181196 224
e
mz--> 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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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF102116\
Data File : BF090736.D

Acq On : 22 Oct 2016 3:17

Operator : UM/SJ

Sample - H5308-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102116 .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... 5.05 5.5 ng 457476 1 6.85 1677390 20.0
unknown6 .62 6.62 61.0 ng 5112830 1 6.85 1677390 20.0
1-Tetradecene 11.61 2.5 ng 271825 4 11.38 2200830 20.0
9-Octadecene, (E)- 12.43 12.6 ng 1385930 4 11.38 2200830 20.0
4,8,12,16-Tetrame... 13.41 2.7 ng 249264 5 14.02 1857150 20.0
1-Hexadecanol, 2-_... 13.87 2.8 ng 255816 5 14.02 1857150 20.0
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