LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF121917\

Data File : BF101536.D

Aca On - 19 Dec 2017 21:30 Instrument :

Operator : SJ/JU E?Afs el
- _ lentosampleld :

3?22Ie : 16975-01 g

ALS Vial : 21 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-BF121417.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 5.028 497 500 518 rBV 275015 439799 14.03% 1.680%
2 5.434 565 569 597 rBY 2663804 3134371 100.00% 11.976%
3 6.451 738 742 760 rBY 2500644 2856115 91.12% 10.913%
4 6.581 760 764 778 rVB 3062635 2868764 91.53% 10.961%
5 6.810 799 803 813 rBV 840603 795203 25.37% 3.038%
6 6.963 825 829 845 rVB 2511529 2344194 74.79% 8.957%
7 7.375 895 899 920 rBVY 1684567 1836423 58.59% 7.017%
8 8.092 1017 1021 1037 rBV 800147 913553 29.15% 3.491%
9 9.163 1199 1203 1213 rBvV 2845287 2627776 83.84% 10.041%
10 9.563 1264 1271 1277 rBV 109229 116830 3.73% 0.446%
11 9.845 1315 1319 1332 rVvB2 811178 796470 25.41% 3.043%
12 10.263 1387 1390 1393 rVB 46676 35640 1.14% 0.136%
13 10.639 1450 1454 1468 rBVY 1145332 1273125 40.62% 4 .865%
14 10.733 1468 1470 1479 rvVB2 44416 52828 1.69% 0.202%

15 11.339 1569 1573 1585 rBV 702555 711124 22.69% 2.717%

16 12.557 1777 1780 1784 rBV 74030 67161 2.14% 0.257%
17 12.786 1813 1819 1824 rBV 123667 135069 4_.31% 0.516%
18 12.922 1837 1842 1845 rBV 2198943 2068842 66.01% 7.905%
19 13.116 1866 1875 1882 rBV5 35598 82640 2.64% 0.316%
20 13.804 1988 1992 1998 rBV2 261196 376447 12.01% 1.438%

21 13.986 2018 2023 2027 rBV 941658 986298 31.47% 3.769%

22 14.439 2098 2100 2106 rVB5 44533 66862 2.13% 0.255%
23 14.874 2171 2174 2179 rVB3 40355 47667 1.52% 0.182%
24 15.039 2197 2202 2203 rBV 86957 122351 3.90% 0.467%
25 15.333 2250 2252 2256 rVB 39160 44535 1.42% 0.170%
26 15.398 2260 2263 2267 rBV 53178 74562 2.38% 0.285%
27 15.457 2269 2273 2287 rVB 678005 946079 30.18% 3.615%
28 15.851 2336 2340 2346 rVB2 58137 82322 2.63% 0.315%

29 15.915 2346 2351 2357 rBV6 43571 108019 3.45% 0.413%
30 16.292 2411 2415 2420 rBV7 49717 103365 3.30% 0.395%

31 17.027 2537 2540 2548 rVB9 31222 57108 1.82% 0.218%

Sum of corrected areas: 26171542
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

\\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF121917\

BF101536.D

19 Dec 2017 21:30

SJ/Ju

16975-01

21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF121917\
Data File : BF101536.D

Aca On : 19 Dec 2017 21:30

Operator : SJ/JU

Sample : 16975-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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.

5.03 11.06 ng 439799 1,4-Dichlorobenzene-d4 6.81
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 102 C6H140 000623-37-0 33
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 32
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 500 (5.028 min): BF101536.D (-497) (-) m/z 43.00 100.00%
43.0
59.1
5000
1o 460 480 500 520 540
il SLO[L €00 830 | /7 89.10  55.54%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0 s
5000
4.60 4.80 5.00 5.20 5.40
59.0 1010 m/z 101.10 17.96%
21.0 350, | 510 ‘ 67.0 83.0 91.0 |
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
460 480 500 520 540
5000 310 430 73.0 m/z 58.00 14.79%
51.0 84.0 101.0
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl-
59.0 460 4.80 500 5.20 5.40
m/z 41.05 8.81%
5000 41.0
31.0
69.0 87.0
15.0 ‘J‘ ARSIl ‘ 98.0
m/z--> 10 20 30 40 50 60 70 8 9 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF121917\
Data File : BF101536.D

Aca On : 19 Dec 2017 21:30

Operator : SJ/JU

Sample : 16975-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121417 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 unknown6.58 Concentration Rank 1

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

6.58 72.15 ng 2868760 1,4-Dichlorobenzene-d4 6.81
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 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 764 (6.581 min): BF101536.D (-760) (-) m/z 132.00 100.00%
132.0
5000 68.1
%0 % o J S50 o) 660 6k 10
L T e e m/z 68.10 41.43%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SNBSS NAE VAR R
6.20 6.40 6.60 6.80 7.00
310 510 ‘ ‘ m/z 134.00 32.24%
‘ [ 1 H | !
miz--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 6.80 7.00
5000 m/z 66.00 26 .95%
104.0
270 510 00 o0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.05 16.67%
74.0
5000 98.0 116.0
LR e I\I\I\I : "Ml : Iw‘l : |H“||‘|“| I‘MI = |:!-5|8|0|| — |]:8|9|()|
m/z--> 20 40 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF121917\
Data File : BF101536.D

Aca On : 19 Dec 2017 21:30

Operator : SJ/JU

Sample : 16975-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Behenic alcohol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.80 7.63 ng 376447 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 n-Tetracosanol-1 354 C24H500 000506-51-4 93
4 1-Octadecanol 270 C18H380 000112-92-5 93
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91

Abundance Scan 1991 (13.798 min): BF101536.D (-1988) (-) m/z 57.10 100.00%

5000

:

13.40 13.60 13.80 14.00 14.20
m/z 43.05  93.34%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol
55,0 83.0

:

5000 | NI LI L L L LB LB L
13.40 13.60 13.80 14.00 14.20
m/z 55.10 90.36%
29.0 139.0
e 167.0 196.0 224.0 252.0 280.0 308.0
T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55,0 83.0
B
13.40 13.60 13.80 14.00 14.20
5000 111.0 m/z 83.10 81.87%
29.0

1390167.0 106.0  238.0 266.0 294.0

L L O L R R R R RN RN R ER R R R Ry
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

:

Abundance #186968: n-Tetracosanol-1 B B o R
57.0 83.0 13.40 13.60 13.80 14.00 14.20
m/z 69.05 71.93%
29.0 139.0
L ‘ 167.0 195,0222.0 250.0 280.0 308.0 336.0
Asaanseaaesstie e L e T B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.40 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF121917\
Data File : BF101536.D

Aca On : 19 Dec 2017 21:30

Operator : SJ/JU

Sample : 16975-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Octadecyl trifluoroacetate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.92 2.28 ng 108019 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 83
2 l17-Pentatriacontene 491 C35H70 006971-40-0 83
3 1-Nonadecene 266 C19H38 018435-45-5 83
4 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 80
5 1-Tricosene 322 C23H46 018835-32-0 80

Abundance Scan 2352 (15.921 min): BF101536.D (-2346) (-) m/z 57.10 100.00%

57.1

5000

15.60 15.80 16.00 16.20
m/z 69.10 78.04%

152.0 210.1248.9

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #194196: Octadecyl trifluoroacetate
57.0
97.0
5000 LA L L L L L B LB L |
15.60 15.80 16.00 16.20
m/z 55.00 76.03%
Y u‘ “ h |13 01820 25202970 3480
e . A B B AL B s
m/z--> 0 50 15 200 250 300 350 400 450
Abundance
57.0
97.0 e AREEEEEaSEE
15.60 15.80 16.00 16.20
5000 m/z 83.05 72.92%
139.0 810
15.0 181.0 223.0 267.0306.0 348.0 390.0 434.0 490.0
T T T T T e T T T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #115906: 1-Nonadecene e AREEEEEaSEE
43.0 7.0 15.60 15.80 16.00 16.20
m/z 43.05 62.84%
5000

|| ‘ J135”"182022402660

m/z--> 0 50 100 150 200 250 300 350 400 450 15 60 15. 80 16. 00 16 20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF121917\
Data File : BF101536.D

Aca On : 19 Dec 2017 21:30

Operator : SJ/JU

Sample : 16975-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknownl6.29 Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
16.20 2.19ng 103365  Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Thienol2.3-blpvridine-2-carboxan. .. 301 C15HI5N302S  1000316-54-1 17

2 3.4-Dimethvl-2-prop-2-envl-2.5-d... 186 C9H1402S 1000305-61-1 16
3 Phenol. 4-(4-amino-3-furazanvlazo)- 205 C8H7N502 306746-98-5 16
4 Benzisoxazole-2-acetic acid. hvd... 191 C9H9N302 055244-10-5 12
5 Benzamide, N-(2-hydroxyphenyl)- 213 C13H11NO2 003743-70-2 12
Abundance Scan 2415 (16.292 min): BF101536.D (-2411) (-) m/z 81.00 100.00%
410 810
145.1
301.2
5000 255.2
102.0 2131 853.2 386.3
82.0 R AU NI SUGRILN B
16.00 16.20 16.40 16.60
m/z 41.00 84 .19%
m/z--> 50 100 150 200 250 300 350
Abundance #145317: Thieno[2,3-b]pyridine-2-carboxamide, 3-amino-N-(2...
81.0
5000{ 53.0 178.0 T
205.0 3010 16.00 16.20 16.40 16.60
0
133.0 m/z 43.05 82.91%
; ‘l‘h\ IH IHHH\I “\H‘ ‘l‘“lh‘. i 'H""‘l .‘.”‘k | IM' — .257..0. — I‘ —
m/z--> 50 100 150 200 250 300 350
Abundance
41.0
79.0 16.00 16.20 16,40 16.60
5000 107.0 m/z 105.00 70.65%
186.0
m/z--> 50 100 150 200 250 300 350
Abundance #65419: Phenol, 4-(4-amino-3-furazanylazo)- O B .
65.0 93.0 16.00 16.20 16.40 16.60
m/z 69.05 69.78%
5000 122.0 205.0
'M'M“ 'ﬂ'l" "|M"' L B R R AU NI SUGRILN B
m/z--> 50 100 150 200 250 300 350 16.00 16.20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF121917\
Data File : BF101536.D

Acq On : 19 Dec 2017 21:30

Operator : SJ/JU

Sample : 16975-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.03 11.1 ng 439799 1 6.81 795203 20.0
unknown6 .58 6.58 72.2 ng 2868760 1 6.81 795203 20.0
Behenic alcohol 13.80 7.6 ng 376447 5 13.99 986298 20.0
Octadecyl trifluo... 15.92 2.3 ng 108019 6 15.46 946079 20.0
unknown16 .29 16.29 2.2 ng 103365 6 15.46 946079 20.0
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