LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041718\
Data File : BF104569.D

Aca On : 17 Apr 2018 18:51

Operator : JU/SJ

Sample = J2408-01

Misc :

ALS Vial : 10 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-BF040618.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 5.022 495 499 507 rBV 125642 166409 4_.96% 0.595%
2 5.428 562 568 571 rBY 3006398 3064441 91.38% 10.962%
3 6.069 674 677 681 rBV 33720 40673 1.21% 0.145%
4 6.445 736 741 755 rVB 2814388 3186253 95.01% 11.397%
5 6.575 758 763 766 rBY 3035332 3135940 93.51% 11.217%
6 6.804 798 802 805 rBVY 1108263 842284 25.12% 3.013%
7 6.963 824 829 832 rBY 2776894 2478856 73.92% 8.867%
8 7.369 893 898 901 rBVY 1932837 1991050 59.37% 7.122%
9 7.457 908 913 924 rVB 42972 56318 1.68% 0.201%
10 8.086 1016 1020 1024 rBV 1304675 1091773 32.56% 3.905%

11 9.163 1198 1203 1207 rBV 3425919 3353557 100.00% 11.996%
12 9.557 1266 1270 1273 rBV 489168 377185 11.25% 1.349%

13 9.769 1302 1306 1310 rVB 81966 58857 1.76% 0.211%
14 9.845 1315 1319 1323 rVV 1284214 1098746 32.76% 3.930%
15 10.245 1384 1387 1389 rBV 33470 34201 1.02% 0.122%
16 10.269 1389 1391 1394 rVB 120151 83407 2.49% 0.298%
17 10.486 1423 1428 1431 rBV 28093 36162 1.08% 0.129%
18 10.633 1449 1453 1463 rVB 1792598 1700851 50.72% 6.084%
19 10.739 1469 1471 1481 rBV 89232 99190 2.96% 0.355%
20 11.192 1545 1548 1550 rBV 53467 41266 1.23% 0.148%

21 11.333 1568 1572 1575 rBV 1040155 903634 26.95% 3.232%
22 12.921 1837 1842 1845 rBV 2626574 2436220 72.65% 8.714%
23 13.780 1982 1988 1990 rBV 63838 94826 2.83% 0.339%
24 13.810 1990 1993 2001 rVB 118550 129640 3.87% 0.464%
25 13.974 2017 2021 2025 rBV 921754 832113 24.81% 2.977%

26 15.439 2265 2270 2279 rBV 483496 622090 18.55% 2.225%

Sum of corrected areas: 27955942
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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

Z:\HPCHEMI\BNA F\DATA\BF041718\

BF104569.D

17 Aor 2018 18:51

JussJ

J2408-01

10 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF104569.D

6.57
6.45

5.43
6.96

7.37

6.80

5.02

6.07 L7.46

0

Time-->

L
L

5.50

6.50

7.00

7.50

™1
2.50

3.00

3.50

4.00

4.50

5.00

6.00

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF104569.D
16

12.92

10.63

9.85
11.33

9.56

9.7
A

11.1

i'(? 0.74

D 10.49| L0

Or——
Time-->

L
LI B LI B S N B B N B

12.50 13.00

13.50

10.00

10.50 11.00

9.50 11.50 12.00

Abundance
3000000
2500000
2000000
1500000
1000000

500000

LS

TIC: BF104569.D

13.97

15.44

Time-->

14.00

18.00 18.50 19.00

16.00 16.50 17.00 17.50

14.50 15.00 15.50

8270-BF040618.

M Wed Apr 18 13:45:58 2018 Page: 2




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041718\
Data File : BF104569.D

Aca On : 17 Apr 2018 18:51

Operator : JU/SJ

Sample : J2408-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.02 3.95 ng 166409 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 499 (5.022 min): BF104569.D (-495) (-) m/z 43.00 100.00%
43
59
5000
101 S SR LA SRR
51 | 83 4.60 4.80 5.00 5.20 5.40
L YA m/z 59.10 61.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 SR S UL SRR
4.60 4.80 5.00 5.20 5.40
m/z 101.00 22 .20%
31 83 g3 101
0'w'“W““W““T““v'“w“'v“w“HWH'J““l““V'“V“'P“w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520 5.40
5000 M m/z 58.00 17.36%
68
0 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3158: 5-Hexen-2-one e BRamr B e e
43 4.60 4.80 5.00 5.20 5.40
m/z 41.05 8.84%
5000
55
oLl | esmn 8 9
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041718\
Data File : BF104569.D

Aca On : 17 Apr 2018 18:51

Operator : JU/SJ

Sample : J2408-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._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 unknown6.57 Concentration Rank 1

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

6.57 74.46 ng 3135940 1,4-Dichlorobenzene-d4 6.80
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 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 762 (6.569 min): BF104569.D (-758) (-) m/z 132.00 100.00%
132
5000 68
96 SRR R SR
40 54 8 06 6.20 6.40 6.60 6.80 7.00
01 L m/z 68.10 42 .03%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 LA N A
6.20 6.40 6.60 6.80 7.00
31 51 m/z 134.00 32.03%
0'"|"Lﬂﬁlw'l'l”j?"”l""l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 6.80 7.00
5000 m/z 66.00 26 .46%
104
ol 14 27 39 1 66 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine- proplonyl e o R
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 16.67%
5000 98 116
| I ”qu .JM Ll |m“-‘f| 198 ..,.1??. S | W1 U
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 : Z:\HPCHEM1\BNA F\DATA\BF041718\
Data File : BF104569.D

Aca On : 17 Apr 2018 18:51

Operator : JU/SJ

Sample : J2408-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._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 4 Heptadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.74 2.20 ng 99190 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 87
3 Tetradecane 198 C14H30 000629-59-4 87
4 Decane. 2.4.6-trimethvl- 184 C13H28 062108-27-4 86
5 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1000309-12-5 86
Abundance Scan 1471 (10.739 min): BF104569.D (-1469) (-) m/z 57.05 100.00%
57
5000 85
4
- 10,40 1060 10.80 1100
o m/z 43.05 74.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94346: Heptadecane
57
85
5000 DAUAAUNAAA ARRE
4 10 40 10. 60 10 80 11.00
13 m/z 71.05 65.63%
0 | H\ H\ (AT 141 169 197212 240
m/z--> 25 40 60 80 100 120 140 1éo 180 200 220 240 260 280 300
Abundance
57
10.40 10,60 10.80 11.00
5000 85 m/z 85.05 48 .23%
41
0 U3 1411056 183 211 239 267 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #59880: Tetradecane T T T T T ]
57 10.40 10.60 10.80 11.00
m/z 41.10 31.23%
5000 85
4
L2 ‘ L g M3 1 16y 108
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240 260 280 300 10,40 10,60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041718\
Data File : BF104569.D

Aca On : 17 Apr 2018 18:51

Operator : JU/SJ

Sample : J2408-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._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 5 unknownl3.78 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.78 2.28 ng 94826 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzvlidene-l-ornithine 220 C12H16N202 025693-00-9 35
2 Benzonitrile. m-phenethvl- 207 C15H13N 034176-91-5 16
3 .alpha.-Benzvlsuccinic acid 208 C11H1204 000884-33-3 16
4 2.3-Butanediol. 1.4-bisl(benzvlo... 388 C20H24N206 1000163-34-1 12
5 2,5-Diphenyltetrazole 222 C13H10N4 018039-45-7 12
Abundance Scan 1988 (13.780 min): BF104569.D (-1982) (-) m/z 91.00 100.00%
91
5000
117 )
4o 65 | 141 164179 2?7 220 a1 13.40 13.60 13.80 14.00
Olrrrprrrry bbb bt etk ke e ey || M/z 117.00 24 58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #77099: Benzylidene-Il-ornithine
70 91
132
43
5000
13.40 13.60 13.80 14.00
m/z 207.10 13.30%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
91
13.40 13.60 13.80 14.00
5000 m/z 194 .05 11.19%
207
65
0 39 116 141
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #67290: .alpha.-Benzylsuccinic acid
91 13.40 13.60 13.80 14.00
m/z 115.00 9.62%
162
5000 131
e 208
65
. 39 ‘ ‘_‘5 ﬂ 190
3 S PP W Y W | Y T N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041718\
Data File : BF104569.D

Aca On : 17 Apr 2018 18:51

Operator : JU/SJ

Sample : J2408-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._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 6 n-Nonadecanol-1 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.81 3.12 ng 129640 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 95
2 l1-Heptacosanol 396 C27H560 002004-39-9 95
3 1-Heneicosanol 312 C21H440 015594-90-8 95
4 1-Octadecanol 270 C18H380 000112-92-5 95
5 n-Tetracosanol-1 354 C24H500 000506-51-4 95
Abundance Scan 1993 (13.810 min): BF104569.D (-1990) (-) m/z 83.05 100.00%
5000 T MNMWJLW
17 166 208 330 259 13040 13160 1360 1400 1420
ol Adays S 28 mEesl | I m/z 57.05 97.95%
m/z--> 50 100 150 200 250 300 350
Abundance #131393: n-Nonadecanol-1
43 83 wwﬁWMAng
5000 AR AR DR FUR B
111 anmnmmmmm
m/z 43.10 90.23%
o 18“\ J ‘ W ﬂ M1?9H1§8‘196 238 266
m/z--> 5 150 200 250 360 3%0
Abundance
57 97
13.40 13.60 13.80 14.00 14.20
5000 m/z 55.00 89.27%
125
o 29 77 153 181 209 236 264 292 320 350 378
m/z--> 55 100 150 260 250 360 3%0
Abundance #155046: 1-Heneicosanol A EEE TS
55 83 13.40 13.60 13.80 14.00 14.20
m/z 97.05 85.70%
- I "WA\AMM
29
ok I‘ L 0,167 19 238 266 204
m/z--> 5'0 1(')0 150 200 250 3(')0 3&1,0 13. 40 13. 60 13. 80 14. oo 14. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041718\
Data File : BF104569.D

Acq On : 17 Apr 2018 18:51

Operator : JU/SJ

Sample - J2408-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618._M
Quant Title : 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... 5.02 4.0 ng 166409 1 6.80 842284 20.0
unknown6 .57 6.57 74.5 ng 3135940 1 6.80 842284 20.0
Heptadecane 10.74 2.2 ng 99190 4 11.33 903634 20.0
unknownl13.78 13.78 2.3 ng 94826 5 13.97 832113 20.0
n-Nonadecanol-1 13.81 3.1 ng 129640 5 13.97 832113 20.0
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