LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120216\
Data File : BF091395.D

Acq On : 2 Dec 2016 18:01

Operator : UM/SJ

Sample - H5819-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF112916.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 height area % max. total
1 5.041 238 241 248 rVB 1134888 1926366 32.25% 3.664%
2 5.464 275 278 280 rBV 4506786 4854893 81.28% 9.233%
3 6.493 364 368 370 rBV 4074894 5293157 88.62% 10.066%
4 6.630 377 380 382 rBvV 3970187 4821277 80.72% 9.169%
5 6.859 397 400 402 rBV 1664052 1402480 23.48% 2.667%
6 7.019 411 414 416 rBV 3350485 3575182 59.86% 6.799%
7 7.419 446 449 451 rBvV 2728654 2739945 45.87% 5.211%
8 8.139 510 512 515 rBV 1714942 1740445 29.14% 3.310%
9 9.225 603 607 609 rBV 5214337 5468922 91.56% 10.401%
10 9.613 638 641 643 rBY 684769 580443 9.72% 1.104%
11 9.796 655 657 659 rBvV 47313 81264 1.36% 0.155%

12 9.899 663 666 668 rvB 2228513 2172347 36.37% 4.131%
13 10.333 703 704 706 rvVB 123737 109389 1.83% 0.208%
14 10.551 721 723 727 rBV 35716 68457 1.15% 0.130%
15 10.688 732 735 737 rBV 3057723 3741828 62.65% 7.116%

16 10.813 744 746 749 rBV 120515 190736 3.19% 0.363%
17 11.259 783 785 786 rBV 135713 124558 2.09% 0.237%
18 11.385 793 796 798 rBV 1657028 2177946 36.46% 4.142%
19 11.682 820 822 825 rVB 82885 68826 1.15% 0.131%
20 11.911 840 842 855 rvB 443659 522309 8.74% 0.993%

21 12.619 900 904 909 rBvV2 26342 64124 1.07% 0.122%
22 12.699 909 911 918 rBV 219558 259358 4_.34% 0.493%
23 12.974 932 935 937 rBV 5055272 5972792 100.00% 11.359%
24 13.865 1010 1013 1021 rBV 343659 377359 6.32% 0.718%
25 14.014 1023 1026 1028 rBV 2488347 2326989 38.96% 4._.425%

26 14.505 1061 1069 1072 rBV2 28883 72548 1.21% 0.138%

27 15.442 1148 1151 1154 rBVY 1395084 1786542 29.91% 3.398%

28 15.957 1194 1196 1201 rBV3 31260 61593 1.03% 0.117%
Sum of corrected areas: 52582075
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120216\
Data File : BF091395.D

Acq On : 2 Dec 2016 18:01

Operator : UM/SJ

Sample - H5819-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF091395.D
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5000000

4000000

3000000
14.01

2000000
15.44

1000000

8.87
14.51 15.96
0%

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00

8270-BF112916.M Mon Dec 05 12:27:35 2016 Page: 2



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120216\
Data File : BF091395.D

Acq On : 2 Dec 2016 18:01

Operator : UM/SJ

Sample - H5819-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.04 27.47 ng 1926370 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 241 (5.041 min): BF091395.D (-238) (-) m/z 43.00 100.00%
43
59
5000
101 UARD END Eo0 B
4.80 5.00 5.20 5.40
e Sl S8l 69 & | "m/z 59.00 52.53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 IR UL SRS S
480 5.00 5.20 5.40
59 m/z 58.00 16.40%
?\7\ ! 37\ in 53‘ H 67 7 83 91 ‘10‘1
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
480 500 520 540
5000 m/z 101.00 12 .59%
41
29 101
53 73 86
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- e A B pa
59 480 5.00 5.20 5.40
m/z 41.10 8.78%
5000 41
31
| T
"|'%§'|" jll""“l""léﬁlk‘""i' "'I""I"'g?l""l' IR LA SRS S I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40

8270-BF112916.M Mon Dec 05 12:27:36 2016 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120216\
Data File : BF091395.D

Acq On : 2 Dec 2016 18:01

Operator : UM/SJ

Sample - H5819-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916.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 unknown6.63 Concentration Rank 1

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

6.63 68.75 ng 4821280 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 380 (6.630 min): BF091395.D (-377) (-) m/z 132.00 100.00%
5000 68
6 R e
40 | 75 104 6.20 6.40 6.60 6.80 7.00
..,....,....,...:,“.'.‘.‘?,:! .6?:.'.|....,..5.‘.7,....,.':..,.1.1.5.,....,-'...,.. m/z 68.10 40.01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 RS SRARE AR SN A
6.20 6.40 6.60 6.80 7.00
78 m/z 134.00 34.13%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 6.40 6.60 6.80 7.00
5000 67 m/z 66.00 27.12%
41 97
53 2 117
34 60 89 105 124
wwmwﬁwmmﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole N s
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 15.95%
5000
104
66
14 27 37445158 P 7T g9 97 || 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 620 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120216\
Data File : BF091395.D

Acq On : 2 Dec 2016 18:01

Operator : UM/SJ

Sample - H5819-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916.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 4 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.91 4.80 ng 522309 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Undecanoic acid 186 C11H2202 000112-37-8 80
5 Tridecanoic acid 214 C13H2602 000638-53-9 80

Abundance Scan 842 (11.911 min): BF091395.D (-840) (-) m/z 43.10 100.00%

48 60

5000

129
11.60 11.80 12.00 12.20
m/z 60.00 87.07%

143157171185 199213 5,7

256

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 73
5000 LI L L L LB L BB BB |

11.60 11.80 12.00 12.20
m/z 57.10  77.44%

256
IL ) \“ \H %01;15 T 143157171185199213227242 |

m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
R ERRNEE TS e
29 11.60 11.80 12.00 12.20
5000 m/z 73.00 75.03%
o 129 242
199
101115 1431571711857 13596
R A B e B AR BARaS LRSI e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75072: Tetradecanoic acid e e AR R
60 73 11.60 11.80 12.00 12.20
43 m/z 41.10 70.05%
5000 129
29
15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. OO 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120216\
Data File : BF091395.D

Acq On : 2 Dec 2016 18:01

Operator : UM/SJ

Sample - H5819-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916.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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.70 2.23 ng 259358 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 94
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 80
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 Tridecanoic acid 214 C13H2602 000638-53-9 53
5 Undecanoic acid 186 C11H2202 000112-37-8 47
Abundance Scan 911 (12.699 min): BF091395.D (-909) (-) m/z 43.05 100.00%
48
73
5000 129
i 2 "o 1260 1280 1360
157 284 : - : :
W S 1 s W/z 57.10 85.90%
m/z--> 50 100 150 200 250 300 350
Abundance #108843: Octadecanoic acid
43
5000 129 AR AR AR RS
nmnmnmmm
‘ 97 185 sy 224 m/z 60.00 80.70%
|15| I \I‘\ H‘“ u‘h\ M\ m ‘. 157\ “. ‘|2.]‘-3.‘. .“ 2|6|5 .“. T
m/z--> 5 200 250 300 350
Abundance
43
73 12.40 12.60 12.80 13.00
5000 284 m/z 73.00 72.79%
129
97
185
157 213 241 oo app 372
m/z--> 55 160 1%0 260 250 360 3%0
Abundance #75072: Tetradecanoic acid
3 12.40 12.60 12.80 13.00
43 m/z 55.00 72.59%
5000 129
185
228
15 H M A I N
m/z--> 50 150 200 250 300 350 nmnmnmmm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120216\
Data File : BF091395.D

Acq On : 2 Dec 2016 18:01

Operator : UM/SJ

Sample - H5819-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916.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 1-Docosene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.87 3.24 ng 377359 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 94
2 3-Chloropropionic acid, heptadec... 346 C20H39CI102 1000283-05-1 91
3 1-Nonadecene 266 C19H38 018435-45-5 91
4 9-Eicosene, (E)- 280 C20H40 074685-29-3 90
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 87
Abundance Scan 1013 (13.865 min): BF091395.D (-1010) (-) m/z 57.05 100.00%

7
83
4]
5000

13.60 13.80 14.00 14.20
m/z 55.10 97.09%

1,
T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #121981: 1-Docosene
55

13,60 13.80 14.00 14.20
m/z 43.10 95.33%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57 83

5000

41 anmmmmm
5000 111 m/z 83.10 69.75%
127
25 154 182 210 238253
mmwmmrrmmmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #98170: 1-Nonadecene
4 13.60 13.80 14.00 14.20
m/z 97.10 63.68%
5000
Ll 139154 266
RRRRRElar R I A e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13 60 13. 80 14.00 14. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120216\
Data File : BF091395.D

Acq On : 2 Dec 2016 18:01

Operator : UM/SJ

Sample - H5819-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916.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... 5.04 27.5 ng 1926370 1 6.86 1402480 20.0
unknown6 .63 6.63 68.8 ng 4821280 1 6.86 1402480 20.0
n-Hexadecanoic acid 11.91 4.8 ng 522309 4 11.38 2177950 20.0
Octadecanoic acid 12.70 2.2 ng 259358 5 14.01 2326990 20.0
1-Docosene 13.87 3.2 ng 377359 5 14.01 2326990 20.0
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