LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF033117\
Data File : BF094104.D

Aca On : 31 Mar 2017 18:57

Operator : SJ/MA

Sample : 12457-01

Misc :

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-BF032217.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 4 .057 364 369 378 rBV 350917 556355 10.04% 1.193%
2 4.445 429 435 438 rBVY 4505539 5129294 92.53% 10.998%
3 5.510 609 616 619 rBY 3832432 5518509 99.56% 11.832%
4 5.651 633 640 643 rBY 4364898 5445374 98.24% 11.675%
5 5.898 678 682 686 rBY 1228170 1122989 20.26% 2.408%
6 6.081 707 713 716 rBVY 3827825 4144005 74.76% 8.885%
7 6.551 785 793 796 rBY 2780066 3564979 64.31% 7.644%
8 7.398 932 937 941 rBVY 1414013 1502528 27.11% 3.222%
9 8.727 1155 1163 1166 rBVY 4659066 5543129 100.00% 11.885%
10 9.222 1240 1247 1251 rBV 311589 312801 5.64% 0.671%
11 9.539 1293 1301 1306 rBV2 1455497 1607254 29.00% 3.446%
12 10.133 1397 1402 1406 rVB 90861 86146 1.55% 0.185%
13 10.404 1440 1448 1452 rBvV2 31087 55613 1.00% 0.119%

14 10.516 1460 1467 1471 rBV 2530305 3043769 54.91% 6.526%
15 10.716 1497 1501 1504 rBV 106704 120542 2.17% 0.258%

16 11.274 1592 1596 1599 rBV 66362 68716 1.24% 0.147%
17 11.363 1605 1611 1614 rBV 1338106 1401211 25.28% 3.004%
18 11.392 1614 1616 1619 rVB 97800 81694 1.47% 0.175%

19 11.710 1666 1670 1678 rBV 101258 126800 2.29% 0.272%
20 12.857 1861 1865 1869 rVB 157779 157730 2.85% 0.338%

21 13.127 1907 1911 1915 rVB 133616 153302 2.77% 0.329%
22 13.351 1938 1949 1952 rBV 3429699 4141783 T74.72% 8.880%
23 14.504 2142 2145 2154 rBV2 98255 168985 3.05% 0.362%
24 14.615 2159 2164 2167 rVV 966251 1050672 18.95% 2.253%

25 14.668 2171 2173 2177 rVB 94229 86579 1.56% 0.186%
26 15.292 2276 2279 2285 rVB5 41846 55899 1.01% 0.120%
27 15.609 2330 2333 2338 rBV6 35065 58377 1.05% 0.125%
28 15.839 2368 2372 2374 rBV 58730 75126 1.36% 0.161%
29 16.245 2436 2441 2448 rVV 747007 923152 16.65% 1.979%
30 16.774 2528 2531 2537 rVB2 56641 76668 1.38% 0.164%
31 17.239 2606 2610 2620 rVB3 35997 87243 1.57% 0.187%
32 17.774 2695 2701 2708 rBV5 43394 108974 1.97% 0.234%
33 18.403 2802 2808 2817 rBVS 24543 64225 1.16% 0.138%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF033117\
Data File : BF094104.D

Aca On : 31 Mar 2017 18:57

Operator : SJ/MA

Sample : 12457-01

Misc :

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-BF032217.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 46640423
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI1\BNA F\Data\BF033117\
Data File : BF094104.D

Aca On : 31 Mar 2017 18:57

Operator : SJ/MA

Sample : 12457-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF094104.D
4,45 5.65

4000000 5.51 6.08

3000000 6.55

2000000
7.40

1000000

4.06

04—
Time-->  2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance TIC: BF094104.D
8|73

4000000
13.35

3000000
10.52

2000000
9.54 11.36

1000000

9.22

1013 1g4f 10.72 11,2439 1171 12.86 1313 |
b A A

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF094104.D

4000000

3000000

2000000

1000000 14.62 16.24

14.514.67 15.29 15.6115.84 16.77 17.24 17.77 18.40
O T e e T T T e e e B B e e

Time--> 14.00 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:\HPCHEMI1\BNA F\Data\BF033117\
Data File : BF094104.D

Aca On : 31 Mar 2017 18:57

Operator : SJ/MA

Sample : 12457-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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 3

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

4._.06 9.91 ng 556355 1,4-Dichlorobenzene-d4 5.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Butane. l-ethoxv- 102 C6H140 000628-81-9 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 369 (4.057 min): BF094104.D (-364) (-) m/z 43.00 100.00%
a3
59
5000
il T30 4bo 4% 40
51 69 83 ' : : ;
...,....,....,....-,':...,..':J,....,....,.'...,....-,....,....,....,....,...., m/z 59.10 57.19%
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
5000 A A R A
59 380 400 4.20 4.40
m/z 101.10 21.57%
15 31 101
‘ \M‘ Ll 51 \‘ 83 Il ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
380 400 4.20 4.40
5000 M m/z 58.10 15.77%
68
50 126 142
mﬁwﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4330: Butane, 1-ethoxy- R EEEEE ORI S
59 3.80 4.00 4.20 4.40
31 m/z 41.10 9.49%
5000 41
73
1\5 ‘ I 51 ‘ , ‘ 87 102
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF033117\
Data File : BF094104.D

Aca On : 31 Mar 2017 18:57

Operator : SJ/MA

Sample : 12457-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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 unknown5.65 Concentration Rank 1

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

5.65 96.98 ng 5445370 1,4-Dichlorobenzene-d4 5.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 640 (5.651 min): BF094104.D (-633) (-) m/z 132.00 100.00%
5000 68
40 o J " 540 560 580 6.00
54 : . : :
o Jrer lasus )l "m/z 68.10 38.20%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 U UL U LR
5.40 5.60 5.80 6.00
21 51 78 m/z 134.00 33.16%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132
540 560 580 6.00
5000 67 m/z 66.00 23.64%
41 97
53
79 117
88 | 106
miz--> 40 60 80 100 120 140 160 180 A
Abundance #48639: Tranylcypromine-propionyl R T N mmay T
57 132 5.40 5.60 5.80 6.00
24 m/z 69.10 15.22%
5000 og M°
SN | SRR 8 rﬂQ7ILLII A 188 ,.1?? . SR G
m/z--> 40 60 80 100 120 140 160 180 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF033117\
Data File : BF094104.D

Aca On : 31 Mar 2017 18:57

Operator : SJ/MA

Sample : 12457-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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-Nonadecanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.50 3.22 ng 168985 Chrysene-di12 14.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecanol 284 C19H400 001454-84-8 95
2 1-Octadecanol 270 C18H380 000112-92-5 94
3 1-Heneicosvl formate 340 C22H4402 077899-03-7 91
4 3-Chloropropionic acid. heptadec... 346 C20H39CI02 1000283-05-1 91
5 2- Chloropropionic acid, hexadec... 332 C19H37CI02 086711-81-1 90
Abundance Scan 2144 (14.498 min): BF094104.D (-2142) (-) m/z 57.10 100.00%
5000
U A B B B
178 205 14.20 14.40 14.60 14.80
“?.'..,'..2.3‘.‘,....3?% ——  m/z 55.00 97.63%
m/z--> 150 200 250 300
Abundance #108955: 1-Nonadecanol
43
5000 L AN SRR S SULA
111 Mmmmmmmm
m/z 83.00 91.48%
2 ‘\‘ ‘\ \‘ L LT 108 196 91238 265

m/z--> 200 250 300
Abundance
55 83
R A
14.20 14.40 14.60 14.80
5000 111 m/z 69.10 84 .65%
29

m/z--> 50 100 150 200 250 300
Abundance #137330: 1-Heneicosy! formate R R e R
57 83 14.20 14.40 14.60 14.80
m/z 43.05 83.76%
5000 111
‘_ ’ 1L 139‘|167 196 222 266 294 322349
m/z--> 50 100 150 200 250 300 14 20 14. 40 14 60 14. 80
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF033117\
Data File : BF094104.D

Aca On : 31 Mar 2017 18:57

Operator : SJ/MA

Sample : 12457-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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 Nonadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

17.77 2.36 ng 108974 Perylene-d12 16.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 89
2 Eilcosane 282 C20H42 000112-95-8 76
3 Hexadecane 226 C16H34 000544-76-3 64
4 Pentacosane 352 C25H52 000629-99-2 64
5 Heptacosane 380 C27H56 000593-49-7 64

Abundance Scan 2700 (17.768 min): BF094104.D (-2695) (-) m/z 57.05 100.00%

57
71

5000

204 223 241 259 276 295 17.40 17.60 17.80 18.00
m/z 71.05 71.83%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #99477: Nonadecane
57

43 71

5000 85 R e e e SR
17.40 17.60 17. 80 18.00

m/z 85.10 59.89%

29
‘ L J 113127141155169183197211225239 268

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

43 57
B e o e e  EEmes

1 17.40 17.60 17.80 18.00
5000 85 m/z 43.00 52.83%

29

99113127141155169183107211225230 054 282
Tmmm‘mmmw
miz—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #73968: Hexadecane L B o e
57 17.40 17.60 17.80 18.00
71 m/z 56.00 23.61%
sooo| 3 85
99 113127
29 | | | | | 7°r{'141155169183197 226
[ ] T T T T P R e e o R
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.40 17.60 17.80 18.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\Data\BF033117\
Data File : BF094104.D

Acq On : 31 Mar 2017 18:57

Operator : SJ/MA

Sample : 12457-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217 .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... 4.06 9.9 ng 556355 1 5.90 1122990 20.0
unknown5 .65 5.65 97.0 ng 5445370 1 5.90 1122990 20.0
1-Nonadecanol 14.50 3.2 ng 168985 5 14.62 1050670 20.0
Nonadecane 17.77 2.4 ng 108974 6 16.24 923152 20.0

8270-BF032217.M Mon Apr 03 05:14:07 2017 Page: 8



