LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091318\

Data File : BF108982.D

Aca On : 13 Sep 2018 23:19 Instrument :

Operator : JU/SJ BNA_F

Sample  : J4875-10 UG el

o : 091118-DBRI-F-U-S
isc :

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:\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 4.907 431 437 450 rBV2 144952 198336 4.28% 0.655%
2 5.331 505 509 513 rBY 1575618 1374457 29.65% 4.542%
3 6.354 679 683 690 rBY 1317837 1054227 22.74% 3.484%
4 6.496 700 707 710 rBVY 2791851 2434794 52 .52% 8.046%
5 6.725 743 746 750 rBV 982062 843007 18.18% 2.786%
6 6.890 769 774 777 rBV 3236153 3157827 68.12% 10.435%
7 7.290 836 842 845 rBY 2837888 2726105 58.81% 9.009%
8 8.007 960 964 968 rBVY 1333141 1049325 22.64% 3.468%
9 9.089 1143 1148 1151 rBV 4964895 4635781 100.00% 15.320%
10 9.478 1210 1214 1217 rBV 498089 391643 8.45% 1.294%

11 9.760 1258 1262 1265 rBV 1333013 1190694 25.68% 3.935%
12 10.436 1374 1377 1381 rVB 82482 66817 1.44% 0.221%
13 10.542 1390 1395 1398 rBV 2253839 1983819 42.79%% 6.556%
14 11.236 1509 1513 1516 rVB 1398634 1140939 24.61% 3.770%

15 11.772 1601 1604 1608 rBV 84314 85748 1.85% 0.283%
16 12.825 1778 1783 1786 rBV 4371076 4356634 93.98% 14.397%
17 13.066 1820 1824 1830 rBV 52830 47456 1.02% 0.157%
18 13.407 1879 1882 1885 rBV 77180 63983 1.38% 0.211%

19 13.736 1934 1938 1955 rBV 110315 166381 3.59% 0.550%
20 13.860 1955 1959 1963 rBV 1131739 1000479 21.58% 3.306%

21 14.048 1986 1991 1995 rBV 127655 112840 2.43% 0.373%
22 14.354 2039 2043 2046 rVB 127367 113835 2.46% 0.376%
23 14.648 2090 2093 2097 rBV 165149 161117 3.48% 0.532%
24 14.719 2101 2105 2109 rVB 290404 271539 5.86% 0.897%
25 14.966 2143 2147 2152 rBV 141585 156979 3.39% 0.519%

26 15.266 2193 2198 2203 rBV 826106 995911 21.48% 3.291%
27 15.324 2203 2208 2216 rVB 128975 161539 3.48% 0.534%
28 15.730 2271 2277 2285 rBV 90002 135759 2.93% 0.449%
29 16.195 2350 2356 2362 rVB 67666 121963 2.63% 0.403%
30 16.748 2445 2450 2457 rVB2 34488 60701 1.31% 0.201%

Sum of corrected areas: 30260635
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091318\

Data File : BF108982.D

Aca On : 13 Sep 2018 23:19

Operator : JU/SJ

ﬁ?ggle i J4875-10 091118-DBRI-F-U-S
ALS Vial : 21 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

Abundance TIC: BF108982.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091318\

Data File : BF108982.D

Aca On : 13 Sep 2018 23:19

Operator : JU/SJ

ﬁ?ggle i J4875-10 091118-DBRI-F-U-S
ALS Vial : 21 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 4

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

4.91 4.71 ng 198336 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 27
5 1,3-Dioxolane-2-methanol, 2,4-di... 132 C6H1203 053951-43-2 25

Abundance Scan 437 (4.907 min): BF108982.D (-431) (-) m/z 42.95 100.00%
43.0
5000 591
o 460 4.80 500 520
83.0 : : : :
0...,....,....,....','::..,..-!!,....,7.3'.0..,.-...,....,|....,. m/z 59.10 51.18%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 DS SRR RN R
4.60 4.80 5.00 5.20
59.0 m/z 101.10 18.94%
270 || 830 101.0
o OV OTY PR~ L OO | N +: 2 S il N R
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
570 460 4.80 500 520
5000 m/z 58.00 15.16%
20.0 101.0
ol B0 Il 730 830
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344 3-Hexanol, 4—methy|— L L L L L B |
59.0 4.60 4.80 5.00 5.20
m/z 41.00 8.60%
5000 41.0
31.0
69.0 870
0 15.0 ““ ‘\ \‘ 510“‘ . “ 98.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091318\

Data File : BF108982.D

Aca On : 13 Sep 2018 23:19

Operator : JU/SJ

ﬁ?ggle i J4875-10 091118-DBRI-F-U-S
ALS Vial : 21 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 unknown6.50 Concentration Rank 2

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

6.50 57.76 ng 2434790 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 708 (6.501 min): BF108982.D (-700) (-) m/z 132.00 100.00%
132.0
5000
68.1
96.1 RS SRR RN L
400 540 6.20 6.40 6.60 6.80
Obr et el £ L W80 Wl Tm/z 68.10  34.06%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 RS RS U LU LR

6.20 6.40 6.60 6.80
m/z 134.00 33.99%

31.0 51.0
0 [T _.7po .
B B R I R L L AR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132.0
R AT
117.0 6.20 6.40 6.60 6.80
5000 m/z 66.00 21.27%
39.0 910
2o gL g Lo
o) BN D YOSN8 FRAROF NSMRSLN | BV N
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine e ey
132.0 6.20 6.40 6.60 6.80
m/z 69.10 13.09%
5000
33.0 44.0 0.0 105.0
o 60.0 0.0 ‘ | 115.0
R B e A B AR R e L AR A REE A BEaRE B
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091318\

Data File : BF108982.D

Aca On : 13 Sep 2018 23:19

Operator : JU/SJ

ﬁ?ggle i J4875-10 091118-DBRI-F-U-S
ALS Vial : 21 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 2-methyloctacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.74 3.33 ng 166381 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Tetratetracontane 619 C44H90 007098-22-8 91
Abundance Scan 1939 (13.742 min): BF108982.D (-1934) (-) m/z 57.05 100.00%
57.0
5000
97.1
J h l 27.1 13.40 13.60 13.80 14.00
0 Ad m/z 71.05 65.34%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
51.0
5000
13.40 13.60 13.80 14.00
99.0 m/z 43.05 64 .59%
o 270) | | | | j 1410 1830 2250 2670 3000 3650
m/z--> 50 100 150 200 250 300 350 '
Abundance #194493: Hexacosane
57.0
13.40 13.60 13.80 14.00
5000 m/z 85.10 52.50%
99.0
N |4, 1410 1830 2250 267.0 309.0  367.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #202661: Heptacosane
57.0 13.40 13.60 13.80 14.00
m/z 55.00 35.10%
5000
.0
oL 21Ol | |||y 1410 1830 2250 2670 309.0 380.0
m/z--> 50 100 150 200 250 300 350 ' 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091318\

Data File : BF108982.D

Aca On : 13 Sep 2018 23:19

Operator : JU/SJ

ﬁ?ggle i J4875-10 091118-DBRI-F-U-S
ALS Vial : 21 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 Hexacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14 .05 2.26 ng 112840 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Tetracosane 338 C24H50 000646-31-1 90
5 Eicosane 282 C20H42 000112-95-8 90
Abundance Scan 1991 (14.048 min): BF108982.D (-1986) (-) m/z 57.10 100.00%
57.1
e LL\/\JL&
901 Bmmmmmmm
141.1
o...J,.J.J'.Jl,!lu'..',‘...1?7,'1....,.2.8.1-.1,....,...., m/z 71.10 77.53%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000

13.80 14.00 14.20 14.40
m/z 43.05 63.76%

99.0
o |Jjjﬂdmw1%onm2mom% 367.0
e B Tt I e e B e e LA
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0

13.80 14. 00 14 20 14.40

5000 m/z 85.05 50.84%
99.0
o219 | ) J L 1410 1830 2250 26602960
gL b e e
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0 13.80 14.00 14.20 14.40

m/z 55.05 23.04%

5000
99.0 wav
27,0 Iy 1410 1830 225.0 281.0 337.0 394.0

ol e e A e o SN

m/z--> 50 100 150 200 250 300 350 13. 80 14. OO 14 20 14. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091318\

Data File : BF108982.D

Aca On : 13 Sep 2018 23:19

Operator : JU/SJ

ﬁ?ggle i J4875-10 091118-DBRI-F-U-S
ALS Vial : 21 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 6 Heneicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.35 2.28 ng 113835 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Octacosane 394 C28H58 000630-02-4 87
5 Octadecane 254 C18H38 000593-45-3 87
Abundance Scan 2042 (14.348 min): BF108982.D (-2039) (-) m/z 57.05 100.00%
57.0
5000
99.1
| |, 208.0 14.00 14.20 14.40 14.60
Ol ey e S ey m/z 71.05 74 .04%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
L
5000
14.00 14.20 14.40 14.60
99.0 m/z 43.05 64 .58%
Ozmlljijmlmonmzmw%o
m/z--> 55 100 1%0 260 2%0 360 3%0 '
Abundance #215181: 2-methyloctacosane
57.0
14.00 14.20 14.40 14.60
5000 m/z 85.10 53.12%
99.0
oL 270 L] pevo 183.0 2250 267.0 309.0 3650
m/z--> 55 160 150 260 250 300 3%0 '
Abundance #194493: Hexacosane
57.0 14.00 14.20 14.40 14.60
m/z 55.05 23.02%
5000
99.0
oLl §ohy o, 410 1830 2250 267.0 309.0  367.0
m/z--> 55 160 1%0 200 250 300 3%0 ' 1400 1420 1440 14%0 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091318\

Data File : BF108982.D

Aca On : 13 Sep 2018 23:19

Operator : JU/SJ

ﬁ?ggle i J4875-10 091118-DBRI-F-U-S
ALS Vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 8 Supraene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.72 5.45 ng 271539 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 1.5.9-Undecatriene., 2.6.10-trime... 192 Cl1l4H24 062951-96-6 87
3 4.9.13.17-Tetramethvl-4.8.12.16-... 316 C22H360 056882-09-8 83
4 4.8.12-Tetradecatrienal. 5.9.13-... 248 C17H280 066408-55-7 72
5 2,6,10-Dodecatrien-1-ol, 3,7,11-... 264 C17H2802 004128-17-0 64
Abundance Scan 2105 (14.719 min): BF108982.D (-2101) (-) m/z 69.05 100.00%
69.0
5000
07.1137:2 14.40 14.60 14.80 15.00
ob L P 1e21 o310 32 sm2 T er 10 51.82%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
5000 U LR U B SULLE

14.40 14.60 14.80 15.00
m/z 41.05 22.03%

137.0
0 29.0[ L 107.0 | 1910 231.0 273.0 341.0 410.0
L B o L e e BEAR AR e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #54708: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)-
69.0
T e
14.40 14.60 14.80 15.00
5000 m/z 95.05 13.95%
29.0
123.0
A
m/z--> 50 100 150 200 250 300 350 400
Abundance #158394: 4,9,13,17-Tetramethyl-4,8,12,16-octadecatetraenal
69.0 14.40 14.60 14.80 15.00
m/z 68.10 11.46%
5000
137.0
29.0 {l hoqo ] 1920 2470 316.0
ol b b g by oy e
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF091318\

Data File : BF108982.D

Acq On : 13 Sep 2018 23:19

Operator : JU/SJ

3?22'6 i J4875-10 091118-DBRI-F-U-S
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF090518_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... 4 .91 4.7 ng 198336 1 6.72 843007 20.0
unknown6 .50 6.50 57.8 ng 2434790 1 6.72 843007 20.0
2-methyloctacosane 13.74 3.3 ng 166381 5 13.86 1000480 20.0
Hexacosane 14.05 2.3 ng 112840 5 13.86 1000480 20.0
Heneicosane 14.35 2.3 ng 113835 5 13.86 1000480 20.0
Supraene 14.72 5.5 ng 271539 6 15.27 995911 20.0
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