LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF091318\

Data File : BF108977.D

Aca On : 13 Sep 2018 21:04 Instrument :

Operator : JU/SJ BNA_F

Sample  : J4875-05 UG el

Mi X 091118-DBRI-F-D-B
isc :

ALS Vial : 16 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 4.907 434 437 445 rBV 139164 157474 3.47% 0.521%
2 5.331 505 509 513 rBVY 1488016 1390692 30.62% 4.604%
3 6.354 679 683 692 rBY 1289995 1011660 22.27% 3.350%
4 6.495 700 707 710 rBVY 2876229 2476070 54.51% 8.198%
5 6.725 743 746 750 rBV 942593 849842 18.71% 2.814%
6 6.889 769 774 777 rBVY 3308034 3124898 68.80% 10.346%
7 7.289 837 842 845 rBVY 2757371 2720352 59.89% 9.007%
8 8.007 960 964 968 rBVY 1253211 1039739 22.89%% 3.442%
9 9.089 1143 1148 1151 rBV 4880193 4542241 100.00% 15.039%
10 9.477 1210 1214 1217 rBV 498766 376553 8.29% 1.247%
11 9.760 1258 1262 1266 rBvV 1364148 1156571 25.46% 3.829%
12 10.177 1329 1333 1336 rBv 89692 71601 1.58% 0.237%
13 10.436 1374 1377 1381 rVB 82404 67995 1.50% 0.225%

14 10.542 1391 1395 1398 rBV 2143487 1898869 41.80% 6.287%
15 11.236 1509 1513 1516 rBV 1313382 1059621 23.33% 3.508%

16 11.777 1601 1605 1614 rBV2 112714 133490 2.94% 0.442%
17 12.824 1778 1783 1786 rBV 4095133 4031618 88.76% 13.348%
18 13.065 1820 1824 1828 rBV 61072 51200 1.13% 0.170%
19 13.407 1879 1882 1884 rBV 91048 73372 1.62% 0.243%
20 13.736 1934 1938 1941 rBV 120063 121802 2.68% 0.403%

21 13.860 1955 1959 1963 rBV 1142314 973566 21.43% 3.223%
22 14.048 1983 1991 1995 rBV 149011 143729 3.16% 0.476%
23 14.354 2040 2043 2046 rBV 184070 148529 3.27% 0.492%
24 14.648 2089 2093 2098 rBvV 198630 187024 4.12% 0.619%
25 14.718 2101 2105 2110 rVB 491469 449389 9.89%% 1.488%

26 14.965 2143 2147 2154 rBV 181733 202393 4._46% 0.670%
27 15.265 2193 2198 2203 rBV 855387 1034684 22.78% 3.426%
28 15.324 2203 2208 2215 rVB 163417 205652 4_.53% 0.681%
29 15.730 2272 2277 2286 rBV 141909 202811 4._46% 0.671%
30 16.201 2351 2357 2363 rVB 98350 158473 3.49% 0.525%

31 16.748 2444 2450 2457 rBV2 43007 85859 1.89% 0.284%
32 17.395 2555 2560 2571 rVB5 24358 55286 1.22% 0.183%
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LSC Area Percent Report

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

Data File : BF108977.D

Aca On : 13 Sep 2018 21:04

Operator : JU/SJ

a?ggle i J4875-05 091118-DBRI-F-D-B
ALS Vial : 16 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 :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF090518.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 30203055
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LSC Report - Integrated Chromatogram

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

Data File : BF108977.D

Aca On : 13 Sep 2018 21:04

Operator : JU/SJ

a?ggle i J4875-05 091118-DBRI-F-D-B
ALS Vial : 16 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: BF108977.D

4000000
6.89
3000000 6.50 7.29

2000000

5.33
6.35

1000000 6.72

4.91
IN

Ol e —
Time-->  2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance TIC: BF108977.D

12.82
4000000

3000000

10.54
2000000

8.01 9.76 11.24
1000000
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[ T T T ™ N
Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF108977.D

4000000
3000000

2000000

13.86
1000000 15.27

14.72
M%lMSM% 14.97 32 1573
13.7 . N W " 16.20 16.75 17.39

ol —d—— e A e

=
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L
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Library Search Compound Report

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

Data File : BF108977.D

Aca On : 13 Sep 2018 21:04

Operator : JU/SJ

a?ggle i J4875-05 091118-DBRI-F-D-B
ALS Vial : 16 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 7

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

4.91 3.71 ng 157474 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 27
3 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 23
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 Acetamide, N-(aminocarbonyl)- 102 C3H6N202 000591-07-1 9

Abundance Scan 437 (4.907 min): BF108977.D (-434) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0
| 83.0 | 460 4.80 5.00 5.20
o) EEEEEEESROY 17 FMIESSOOY | FREEScs ANMM I MRS m/z 59.10 53.26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L I L L L
59.0 460 480 500 520
0
150 a0 1010 m/z 101.00 18.92%
0 el . 83.0 .
LR UL SRR SR UL LRI FULRLEL IR SO SO S B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43.0
460 4.80 500 520
5000 m/z 58.00 15.41%
101.0
150 310 | %80 g0 g0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4119: BUtyl aldoxime, 3—methy|—, syn- L L L L L L B |
54.0 460 4.80 5.00 5.20
m/z 41.10 9.24%
41.0
5000
86.0
0 ‘\ 50'0‘\\\ I 6%0 ‘ 1010
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20

8270-BF090518_.M Fri Sep 14 16:04:02 2018 Page: 4



Library Search Compound Report

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

Data File : BF108977.D

Aca On : 13 Sep 2018 21:04

Operator : JU/SJ

a?ggle i J4875-05 091118-DBRI-F-D-B
ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library :

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

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

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 58.27 ng 2476070 1,4-Dichlorobenzene-d4 6.73
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 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 708 (6.501 min): BF108977.D (-700) (-) m/z 132.00 100.00%
13R.0
5000
68.1
00 %1 orn 650 ok ok aky
o} R e R m/z 134.00 34.08%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 RSN BRRSE SN AR
6.20 6.40 6.60 6.80
310 510 m/z 68.10 34.03%
0"'w'lwﬂ'"'w!”Jw"'w"'w'"w"'w"'w"'w"'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14491: 5-Aminoindole
132.0
620 640 6.60 6.80
5000 m/z 66.00 21.11%
104.0
66.0
0 270 500 | 880 | \
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52379: Tranylcypromine-propionyl Rl e
57.0 132.0 6.20 6.40 6.60 6.80
m/z 96.10 13.36%
74.0
5000 98.0 116.0
0 ||||||||||||‘|‘|‘|‘||‘|‘h|||“|||‘H“||‘|“|||‘H||||]|-5|8|.9||||1|8|9;0|||||| R ammm
m/z--> 20 40 60 80 100 120 140 160 180 200 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 : BF108977.D

Aca On : 13 Sep 2018 21:04

Operator : JU/SJ

a?ggle i J4875-05 091118-DBRI-F-D-B
ALS Vial : 16 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 12
R.T. EstConc Area Relative to ISTD R.T.
11.78 2.52 ng 133490 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 N-Cyclooct-4-enylacetamide 167 C10H17NO 170952-69-9 25
Abundance Scan 1605 (11.777 min): BF108977.D (-1601) (-) m/z 73.00 100.00%
43.0 30
5000 129.1
97.1 213.2
1 256.2 11.40 11.60 11.80 12.00
0 m/z 60.00 79.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
6d.0
5000 129.0

11.40 11.60 11.80 12.00

83.0 -
1570 1g50 2130 256.0 m/z 43.05 79.19%
[0} 4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid
a30 | 30
AR ALE B B
11.40 11.60 11.80 12.00
5000 m/z 57.00 63.34%
‘ o0 129.0 1710 214.0
0...,.‘...‘,‘.‘..l“.u“.‘ [ P N - S N
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260 k\,JL__\/\,V—
Abundance #95851: Pentadecanoic acid e L A e
43.0 73.0 11.40 11.60 11.80 12.00
m/z 55.05 60.33%
5000 129.0
...P.”,”. L B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

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

Data File : BF108977.D

Aca On : 13 Sep 2018 21:04

Operator : JU/SJ

a?ggle i J4875-05 091118-DBRI-F-D-B
ALS Vial : 16 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 13
R.T. EstConc Area Relative to ISTD R.T.
13.74 2.50 ng 121802 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Nonadecane 268 C19H40 000629-92-5 86
3 2-methvloctacosane 408 C29H60 1000376-72-8 83
4 Heptacosane 380 C27H56 000593-49-7 74
5 Heneicosane 296 C21H44 000629-94-7 74
Abundance Scan 1939 (13.742 min): BF108977.D (-1934) (-) m/z 57.05 100.00%
57.0
5000
99.1
i [} para 207.0 281 13.40 13.60 13.80 14.00
ol -'-1-""'-'...,'....,...-.,....,...., m/z 71.10 63.86%
m/z--> 50 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000

13.40 13.60 13.80 14.00
m/z 43.05 62.04%

99.0
o |.| Iy 410 1830 225.0 267.0 3090  367.0
el I e e LA B i o
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57.0
AR R R e
13.40 13.60 13.80 14.00
5000 m/z 85.10 57.76%
99.0
0q4]| JJMM;MOZEO%M
L o o e N L A e o AL e e e o o i o e S
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0 13.40 13.60 13.80 14.00
m/z 55.00 33.59%
5000
99.0
0280 ] I | U | 0‘ 1830 2250 267.0 300.0 _ 365.0304.0
et — T T T B R e e N Emaa
m/z--> 50 100 150 200 250 300 350 13 40 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 : BF108977.D

Aca On : 13 Sep 2018 21:04

Operator : JU/SJ

a?ggle i J4875-05 091118-DBRI-F-D-B
ALS Vial : 16 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 9 Supraene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.72 8.69 ng 449389 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 Saualene 410 C30H50 000111-02-4 91
3 2.6.10.14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 72
4 (.+/-.)-Lavandulol. pentafluorop... 300 C13H17F502 1000352-63-1 64
5 2,3,5-Trimethyl-2,3,5-hexanetric... 203 C12H17N3 003974-79-6 50
Abundance Scan 2105 (14.718 min): BF108977.D (-2101) (-) m/z 69.05 100.00%
69.0
5000
S 14140 14160 1480 15.00
ol du kOGN 152 2812 o732 8413 n T g1 05 51.33%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
5000 L UL RIS RN AN

14.40 14.60 14.80 15.00
m/z 41.10 21.77%

3 .0
0 29.o| L }07 O |, 1910 231.0 273.0 341.0 410.0
et ....,....,.... e Eamamsiee
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0
R EEREE e
14.40 14.60 14.80 15.00
5000 m/z 95.10 12.64%
137.0
0 | }07 0™~/ 191.0 231.0 273.0 341.0 410.0
il e B i e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #171136: 2,6,10,14-Hexadecatetraenoic acid, 3,7,11,15-tetr... R e
69.0 14.40 14.60 14.80 15.00
m/z 68.05 10.51%
5000
136.0
29.0 05.0| k 1890 287.0 332.0
ol L4 A0 e Ao P ey
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00
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Library Search Compound Report

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

Data File : BF108977.D

Aca On : 13 Sep 2018 21:04

Operator : JU/SJ

a?ggle i J4875-05 091118-DBRI-F-D-B
ALS Vial : 16 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 10 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .97 3.91 ng 202393 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 90
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 87
4 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 80
5 Tetracosane 338 C24H50 000646-31-1 68
Abundance Scan 2148 (14.971 min): BF108977.D (-2143) (-) m/z 57.05 100.00%
57.0
85.1
5000

]1 1411269.1 211 2820 14.60 14.80 15.00 15.20
0....|,‘ 11.: . 21122892 2820 m/z 71.10 75.32%

m/z--> 50 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
85.0
5000 LA LI L L L L L L B B
14.60 14.80 15.00 15.20
m/z 43.10 59.30%
29.0 13.0
oL Ld Ll [ ‘14}01690197022502530 296.0
Tty — i A e e e e e I B
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
R R AR
14.60 14.80 15.00 15.20
5000 85.0 m/z 85.10 53.62%
29.0 13.
o1 j ﬂ 14}01690197022502530 205.0323.0  367.0
T f A e e e e e B A
m/z--> 50 100 150 200 250 300 350
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl- T e T
57.0 14.60 14.80 15.00 15.20
m/z 55.05 22 .93%
5000 85.0
113.0
0 ‘ ’ Lol 1410 18302110239026702960
T e e o e I L B E S e e e e e e e R R N mEEEE
m/z--> 50 100 150 200 250 300 350 14 60 14. 80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

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

Data File : BF108977.D

Acg On : 13 Sep 2018 21:04

Operator : JU/SJ

Sample - J4875-05 091118-DBRI-F-D-B
Misc :

ALS Vial : 16 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 3.7 ng 157474 1 6.73 849842 20.0
unknown6 .50 6.50 58.3 ng 2476070 1 6.73 849842 20.0
n-Hexadecanoic acid 11.78 2.5 ng 133490 4 11.24 1059620 20.0
Hexacosane 13.74 2.5 ng 121802 5 13.86 973566 20.0
Supraene 14.72 8.7 ng 449389 6 15.27 1034680 20.0
Heneicosane 14.97 3.9 ng 202393 6 15.27 1034680 20.0
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