LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020217\
Data File : BF092754.D

Aca On : 3 Feb 2017 00:00

Operator : SJ/MA

Sample : 11650-14

Misc :

ALS Vial : 20 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-BF013017.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 3.916 157 160 163 rVB 55227 73341 1.86% 0.205%
2 4.796 235 237 245 rBV 23862 50297 1.28% 0.140%
3 5.116 263 265 274 rBVY 1080211 1653775 42.02% 4.618%
4 5.550 300 303 305 rBVY 3172869 3811347 96.84% 10.643%
5 6.579 390 393 395 rBVY 3423231 3935760 100.00% 10.990%
6 6.704 401 404 407 rBV 3470768 3420131 86.90% 9.550%
7 6.933 422 424 426 rBVY 1106270 907975 23.07% 2.535%
8 7.093 435 438 440 rBV 3218067 2890971 73.45% 8.073%
9 7 .505 471 474 476 rBV 2411928 2484106 63.12% 6.936%
10 8.225 534 537 539 rBVY 1362465 1227468 31.19% 3.428%

11 9.299 628 631 633 rBV 4091020 3804660 96.67% 10.624%
12 9.688 663 665 668 rBvV 517883 531485 13.50% 1.484%
13 9.973 688 690 692 rBV 1255958 1205392 30.63% 3.366%
14 10.396 724 727 729 rBV2 39383 90312 2.29% 0.252%
15 10.762 757 759 762 rBV2 1674478 1961025 49.83% 5.476%

16 10.876 767 769 774 rVB 90796 111219 2.83% 0.311%

17 11.322 806 808 809 rBvV 107257 90423 2.30% 0.252%
18 11.459 818 820 824 rBV 1267647 1185869 30.13% 3.311%
19 11.699 837 841 843 rBV 24084 44055 1.12% 0.123%
20 11.745 843 845 848 rVB 104559 95651 2.43% 0.267%
21 12.156 877 881 883 rBvV 64233 60008 1.52% 0.168%
22 12.911 944 947 948 rBV2 30092 44702 1.14% 0.125%

23 13.048 956 959 961 rBV 3107153 3040906 77.26% 8.491%
24 13.939 1035 1037 1043 rBvV 127690 201449 5.12% 0.563%
25 14.099 1046 1051 1053 rBV 931296 1039683 26.42% 2.903%

26 14.557 1089 1091 1093 rBV 54413 64711 1.64% 0.181%
27 14.934 1122 1124 1127 rVB 44381 65215 1.66% 0.182%
28 15.014 1128 1131 1133 rVV 51395 66370 1.69% 0.185%
29 15.197 1145 1147 1149 rVB 51592 62171 1.58% 0.174%
30 15.562 1175 1179 1185 rBV 626631 933490 23.72% 2.607%
31 15.780 1196 1198 1202 rBV2 31863 45126 1.15% 0.126%
32 16.008 1215 1218 1222 rBV 87044 139050 3.53% 0.388%
33 16.511 1259 1262 1264 rBV 23357 40600 1.03% 0.113%
34 16.797 1284 1287 1290 rBV3 27544 65093 1.65% 0.182%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020217\
Data File : BF092754.D

Aca On : 3 Feb 2017 00:00

Operator : SJ/MA

Sample : 11650-14

Misc :

ALS Vial =: 20 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

Method
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF013017.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 17.094 1310 1313 1317 rVB 56415 122829 3.12% 0.343%
36 17.791 1370 1374 1379 rVB2 26352 70022 1.78% 0.196%

37 18.214 1408 1411 1418 rVBS8 24552 67974 1.73% 0.190%
38 18.603 1441 1445 1450 rBv4 33646 107444 2.73% 0.300%

Sum of corrected areas: 35812105
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

TIC Integ

LSC Report - Integrated Chromatogram

I Z:\HPCHEM1\BNA F\DATA\BF020217\
: BF092754.D

: 3 Feb 2017 00:00

: SJ/MA

: 11650-14

- 20 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance
4000000

3000000

2000000

1000000

TIC: BF092754.D

5.55

5.12

3.92

6.58.70

7.09

7.50

0
Time-->

4.00 4.50

5.00

5.50

Abundance
4000000

3000000

2000000

1000000

0

TIC: BF092754.D

10.76

9.97 11.46

9.69
\\ [\ 10.40 0.88 11.32

11764

13.05

12.9

Time--> 8

12.00

8.50

T — T
.00 9.00 9.50 10.00 10.50 11.00 11.50

12.50

13.00

13.50

Abundance
4000000

3000000

2000000

1000000

TIC: BF092754.D

14.10
15.56

13.94

14.56  14183015.20 ﬂlmﬂM1 16.51 16.80 17.09 17.79

18.21

18.60

0
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:\HPCHEM1\BNA F\DATA\BF020217\
Data File : BF092754.D

Aca On : 3 Feb 2017 00:00

Operator : SJ/MA

Sample : 11650-14

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF013017 .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.

5.12 36.43 ng 1653780 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 32
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 265 (5.116 min): BF092754.D (-263) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1 USRS SRR U LS
480 5.00 5.20 5.40
el 511N 01 831 | 2759 10 57.33%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 SNSRI
480 5.00 5.20 5.40
59.0 1010 m/z 101.10 15.77%
21.0 550 | 510 ‘ 67.0 830 910 |
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
480 500 520 540
5000 41.0 m/z 58.10 15.69%
31.0
69.0 870
15.0 51.0 98.0
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8116: 2-Hexanol, 2—methy|— L L L L B BN
54.0 480 5.00 5.20 5.40
m/z 41.10 9.02%
5000
410 101.0
150 310 ||| 510, | 690 830 A
mz-> 10 20 30 40 50 60 70 80 90 100 110 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020217\
Data File : BF092754.D

Aca On : 3 Feb 2017 00:00

Operator : SJ/MA

Sample : 11650-14

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF013017 .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 unknown6.70 Concentration Rank 1

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

6.70 75.34 ng 3420130 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 404 (6.704 min): BF092754.D (-401) (-) m/z 132.10 100.00%
130.1
5000 68.1
40.1 %I'l o 640 6.60 680 7.00
T e e m/z 68.10 44 _71%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 UL U I
6.40 6.60 6.80 7.00
310 510 ‘ ‘ m/z 134.10 32.87%
‘ [ 1 H | !
miz--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
640 6.60 680 7.00
5000 m/z 66.10 28.57%
104.0
270 510 00 o0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propiony! N EEE s s
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 17 .44%
74.0
5000 98.0 116.0
||||||||||||‘|‘|‘|‘||‘|M|||“|||‘H“||‘|“|||‘H||||:!-5|8|.q||||]:8|9.|0| R R REEEREE RS
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020217\
Data File : BF092754.D

Aca On : 3 Feb 2017 00:00

Operator : SJ/MA

Sample : 11650-14

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF013017 .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 Ethanol, 2-(tetradecyloxy)- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.94 3.88 ng 201449 Chrysene-di12 14.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
2 Cvclohexadecane 224 C16H32 000295-65-8 70
3 5-Eicosene. (E)- 280 C20H40 074685-30-6 68
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 64
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 64
Abundance Scan 1037 (13.939 min): BF092754.D (-1035) (-) m/z 57.10 100.00%
57.1

5000

-

13.60 13.80 14.00 14.20
m/z 43.05  75.90%

139.2 163.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #93396: Ethanol, 2-(tetradecyloxy)-
57.0

207.1 230.1

3

83.0

5000

13. 60 13. 80 14. OO 14 20

111.0 m/z 55.10 60.54%
1390 168.0 1960 2270 oo

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55.0 830
13.I60 13.|80 14.IOO 14.|20 I
5000 m/z 71.10 50.13%
29.0 111.0

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

%

Abundance #106398: 5-Eicosene, (E)- e o o Rt ani e

55.0 13.60 13.80 14.00 14.20
m/z 83.10 43.20%

83.0
5000
29.0
‘ A 139.0 167.0 196.0 223.0 252.0 280.0

e 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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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020217\
Data File : BF092754.D

Aca On : 3 Feb 2017 00:00

Operator : SJ/MA

Sample : 11650-14

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF013017 .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 Tetratriacontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.01 2.98 ng 139050 Perylene-d12 15.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratriacontane 479 C34H70 014167-59-0 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Tetratetracontane 619 C44H90 007098-22-8 91
Abundance Scan 1218 (16.008 min): BF092754.D (-1215) (-) m/z 57.10 100.00%
57.1
5000 JL/\“L
99.1 15,60 15.80 16.00 16.20 16.40
141.1 : : . : :
Ayt aess  aes1 0 h/z 71.10  56.13%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #167078: Tetratriacontane
57.0
5000 AR UL DR UL B

15.60 15.80 16.00 16.20 16.40
m/z 43.10 51.88%

99.0
“‘ | | 141.0 183.0 2250 267.0 311.0 _367.0 410.0

15.0
] T
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
57.0
R E mma
15.60 15.80 16.00 16.20 16.40
5000 m/z 85.10 41.22%
99.0
141.0 183.0 225.0 267.0 309.0 366.0
T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #136481: Tetracosane i B S LT
57.0 15.60 15.80 16.00 16.20 16.40
m/z 55.10 21.86%
- L/\\/\,/\'MJ\/W
99.0
‘ , 141.0 183.0 225.0 2670 338.0
T T T e T e
m/z--> 0 50 100 150 200 250 300 350 400 15. 60 15. 80 16. 00 16. 20 16 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020217\
Data File : BF092754.D

Aca On : 3 Feb 2017 00:00

Operator : SJ/MA

Sample : 11650-14

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF013017 .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 Heptadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.09 2.63 ng 122829 Perylene-d12 15.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Tetratriacontane 479 C34H70 014167-59-0 91
4 Hentriacontane 437 C31H64 000630-04-6 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 1313 (17.094 min): BF092754.D (-1310) (-) m/z 57.10 100.00%
57.1
5000 AAﬁ,\/\NNV._N/\K,,-AWN_VwA,V
Pt 16,80 17.00 17.20 17.40
141.2175.1 : : : :
....I,J.'.-.“'*'- > 2e0 o 28l m/z 71.10 64.97%
m'z--> 0 50 100 150 200 250 300 350 400
Abundance #82608: Heptadecane
57.0
5000 LA B SO SURBLL I
16.80 17.00 17.20 17.40
99.0 m/z 43.10 46.38%
‘ H\\J | %4}0 183.0 2400
m'z--> 0 50 100 150 200 250 300 350 400
Abundance
57.0
16,80 17.00 17.20 17.40
5000 m/z 85.10 43.36%
99.0
141.0 183.0 225.0 2670 300.0 366.0
m'z--> 0 50 100 150 200 250 300 350 400
Abundance #167078: Tetratriacontane i VAN
57.0 16.80 17.00 17.20 17.40
m/z 55.00 19.81%
5000 AAWAPﬁAAVVMJ/\/JVNJVM/LJ\4
99.0
15.0, § | 4 ) | 1410 183.0 2250 267.0 3110 367.0 4100
m'z--> 0 50 100 150 200 250 300 350 400 16.80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020217\
Data File : BF092754.D

Aca On : 3 Feb 2017 00:00

Operator : SJ/MA

Sample : 11650-14

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF013017 .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 Hexatriacontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.60 2.30 ng 107444 Perylene-d12 15.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexatriacontane 507 C36H74 000630-06-8 38
2 Tetracontane 563 C40H82 004181-95-7 38
3 Tetratetracontane 619 C44H90 007098-22-8 38
4 Nonacosane 408 C29H60 000630-03-5 35
5 Pentacosane 352 C25H52 000629-99-2 35
Abundance Scan 1445 (18.603 min): BF092754.D (-1441) (-) m/z 57.10 100.00%
57.1
124.1
5000
229.2 AR SN UL I
1.1 18.20 18.40 18.60 18.80 19.00
m/z 43.10 82.75%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #169088: Hexatriacontane
57.0
5000 A DA DU BN B
18 20 18. 40 18. 60 18 80 19. oo
m/z 71.10 66.74%
L1589 2280 10 20 sor0 sono
m/z--> 50 100 150 200 250 300 350 400 4éo 560 séo 660
Abundance
57.0
18120 18.40 18,60 18.80 19.00
5000 m/z 124.10 56.53%

169.0 225 0 281. o 337. o 393.0 449.0 505.0 562.0

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172959: Tetratetracontane R R aEs maa
57.0 18.20 18.40 18.60 18.80 19.00

m/z 55.10 51.38%
5000
3.0 69.0
| 1690 2530 3090 379.0 477.0 533.0  618.0

I B e R R SRAAEERE= R B R R
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 18 20 18. 40 18. 60 18 80 19. OO

8270-BF013017.M Fri Feb 03 16:42:37 2017 Page: 9



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020217\
Data File : BF092754.D

Acq On : 3 Feb 2017 00:00

Operator : SJ/MA

Sample : 11650-14

Misc :

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .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... 5.12 36.4 ng 1653780 1 6.93 907975 20.0
unknown6.70 6.70 75.3 ng 3420130 1 6.93 907975 20.0
Ethanol, 2-(tetra... 13.94 3.9 ng 201449 5 14.10 1039680 20.0
Tetratriacontane 16.01 3.0 ng 139050 6 15.56 933490 20.0
Heptadecane 17.09 2.6 ng 122829 6 15.56 933490 20.0
Hexatriacontane 18.60 2.3 ng 107444 6 15.56 933490 20.0
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