LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091018\
Data File : BF108907.D

Aca On : 10 Sep 2018 21:38

Operator : JU/SJ

Sample : J4821-06

Misc :

ALS Vial : 22 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF090518 .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 4.937 439 442 452 rVB 135847 174510 4.16% 0.479%
2 5.354 508 513 516 rBVY 3905208 3780302 90.01% 10.375%
3 6.378 682 687 690 rBY 4014221 4013930 95.58% 11.017%
4 6.507 705 709 713 rBVY 3960019 4002502 95.30% 10.985%
5 6.572 717 720 725 rVB 79663 69731 1.66% 0.191%
6 6.737 745 748 752 rBVY 1311154 1168069 27.81% 3.206%
7 6.895 771 775 779 rBVY 3614680 3250319 77 .39% 8.921%
8 7.301 838 844 847 rBVY 2775196 2648575 63.07% 7.269%
9 8.019 962 966 970 rBVY 1754779 1445174 34.41% 3.966%
10 9.095 1145 1149 1152 rBV 4866972 4199741 100.00% 11.527%

11 9.489 1212 1216 1219 rBV 1217839 976718 23.26% 2.681%
12 9.772 1260 1264 1268 rVB 1695543 1424492 33.92% 3.910%
13 10.554 1393 1397 1400 rBV 2350873 1987339 47.32% 5.454%
14 10.683 1417 1419 1428 rVB4 38216 58160 1.38% 0.160%
15 11.248 1511 1515 1518 rBV 1522385 1255727 29.90% 3.446%

16 11.789 1602 1607 1615 rBV3 240454 317600 7.56% 0.872%
17 12.454 1717 1720 1724 rBV 177458 150496 3.58% 0.413%
18 12.571 1737 1740 1744 rBV3 86227 112106 2.67% 0.308%
19 12.677 1756 1758 1761 rVB 140321 129832 3.09% 0.356%
20 12.830 1780 1784 1788 rBV 3351430 3032154 72.20% 8.322%

21 13.313 1864 1866 1871 rVB2 115302 118136 2.81% 0.324%
22 13.742 1936 1939 1944 rBV2 231758 271192 6.46% 0.744%

23 13.877 1958 1962 1965 rBV 1307000 1254508 29.87% 3.443%
24 15.289 2199 2202 2206 rVB 562640 593856 14.14% 1.630%

Sum of corrected areas: 36435169
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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:\SVOASRV\HPCHEMI\BNA F\DATA\BF091018\

BF108907.D

10 Sep 2018 21:38

JussJ

J4821-06

22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091018\
Data File : BF108907.D

Aca On : 10 Sep 2018 21:38

Operator : JU/SJ

Sample = J4821-06

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 5

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

4.94 2.99 ng 174510 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Acetamide, N-(aminocarbonyl)- 102 C3H6N202 000591-07-1 9

Abundance Scan 443 (4.943 min): BF108907.D (-439) (-) m/z 43.00 100.00%
43.0
59.1
5000
o T 4k 5o0 sk
83.0 : : : :
o....,....',':..-:|,....,-....-,|....,....,....,....,....,29‘?-.9. m/z 59.10 54.77%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L A R N LR
59.0 460 480 500 520
m/z 101.10 19.40%
oz || e ron
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #4030: 2,3-Butanedione, monooxime
43.0
460 4.80 500 520
5000 m/z 58.10 15.92%
101.0
o180 | 600 840
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #4076: Morpholine, 4—methy|— LA L L L L L LB B
43.0 4.60 4.80 5.00 5.20
m/z 41.00 9.51%
5000
15.0 10 101.0
L L L U S S W S L S
m/z--> 20 40 60 80 100 120 140 160 180 200 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091018\
Data File : BF108907.D

Aca On : 10 Sep 2018 21:38

Operator : JU/SJ

Sample = J4821-06

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 2 unknown6.51 Concentration Rank 1

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

6.51 68.53 ng 4002500 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
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 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 709 (6.507 min): BF108907.D (-705) (-) m/z 132.00 100.00%
132.0
5000 68.0
%0 L o J o3 ok ok Gho
01 B e L m/z 68.05 44 _75%
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 B SRS N SR
6.20 6.40 6.60 6.80
310 510 m/z 134.00 33.18%
01 AL SN B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132.0
620 640 6.60 680
5000 m/z 66.10 28.58%
104.0
0 27'0 5]\-”.\0 66‘.0 \H\ 89'0 “
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R mmmaan s
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.05 18.44%
74.0
5000 98.0 116.0
0||||||||||||‘|‘|‘|‘||‘|‘h|||“|||‘H“||‘|“|||‘H||||:!-5|8|.0|||||]:8|9.|0| R R ARaaay
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091018\
Data File : BF108907.D

Aca On : 10 Sep 2018 21:38

Operator : JU/SJ

Sample = J4821-06

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.79 5.06 ng 317600 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Pentadecanoic acid 242 C15H3002 001002-84-2 68
5 n-Decanoic acid 172 C10H2002 000334-48-5 46
Abundance Scan 1607 (11.789 min): BF108907.D (-1602) (-) m/z 73.00 100.00%
431  73.0
5000 1291
97.1 157.1 213.2 LRI BRUL SRR SRR B
1 1852 256.2 11.40 11.60 11.80 12.00 12.20
o} m/z 43.10 85.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
41l0 A%dekmwjk““kﬂ““”“
5000 129.0 AR SRR DR SR B
nmnmnmnmnm
'JM 1570 1gs0 2130 260 | M/Z 60.00  84.09%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
73.0
43.0 11:40 1160 11.80 12.00 12.20
5000 129.0 m/z 57.10 66 .94%
0 i .‘i‘.‘. — i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid ot R
73.0 nmnmnmnmnm
43.0 m/z 41.05 64.02%
5000 129.0
185.0 228.0
N o
OIIII‘I\III‘H‘I\‘HIII‘HI\ M‘\ |“|‘|||‘||||1|6|6||0|||||‘||||||||||||||| S S —
miz--> 20 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. oo 12 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091018\
Data File : BF108907.D

Aca On : 10 Sep 2018 21:38

Operator : JU/SJ

Sample = J4821-06

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 1-Dodecanol, 2-hexyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.74 4.32 ng 271192 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Dodecanol. 2-hexvl- 270 C18H380 110225-00-8 91
2 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 91
3 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 91
4 Tetratriacontvl trifluoroacetate 591 C36H69F302 1000351-75-3 91
5 Octatriacontyl trifluoroacetate 647 CA40H77F302 1000351-88-7 91
Abundance Scan 1939 (13.742 min): BF108907.D (-1936) (-) m/z 57.10 100.00%
57.1
5000 97.1 VﬁxrAwwﬂudN”j\M,AmﬁnuAdwrw
N N AU B I
20.1 13.40 13.60 13.80 14.00
ol L4} “ .|-.}. o 1821222126012%.2 303 | m/z 43.10 78.07%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #119526: 1-Dodecanol, 2-hexyl-
57.0
5000 SR DA SN UM B
7.0 1340 13.60 13.80 14.00
m/z 71.05 59.17%
o | l 1390 1820 2520
m/z--> 56 160 1éo 200 250 300 350 400 450 '
Abundance #196922: Oxalic acid, isobutyl hexadecy! ester
57.0
13.40 13.60 13.80 14.00
5000 m/z 55.00 51.42%
97.0
oL | 139.0 224.0 269.0
m/z--> 50 160 150 200 250 300 350 400 450 '
Abundance #235928: Octacosyl trifluoroacetate R R RaEEE L
57.0 13.40 13.60 13.80 14.00
m/z 69.10 48_.87%
97.0
5000
39.0
0 ‘ || 4 177 181.0 222.0 264.0 306.0 348.0 392.0 437.0 488.0
m/z--> 56 160 150 200 250 300 350 400 450 ' 1340 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF091018\
Data File : BF108907.D

Acq On : 10 Sep 2018 21:38

Operator : JU/SJ

Sample - J4821-06

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF090518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 4.94 3.0 ng 174510 1 6.74 1168070 20.0
unknown6 .51 6.51 68.5 ng 4002500 1 6.74 1168070 20.0
n-Hexadecanoic acid 11.79 5.1 ng 317600 4 11.25 1255730 20.0
1-Dodecanol, 2-he... 13.74 4.3 ng 271192 5 13.88 1254510 20.0
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