LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF091117\
Data File : BF098422.D
Aca On : 12 Sep 2017 00:34 Instrument :
Operator : SJ/JU E?Afs el

- _ lentosampleld :
3?22'6 : 15138-08 EME-UTS-TS005-01
ALS Vial : 12 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-BF091117.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 4.875 471 474 489 rBV 480408 842093 10.37% 1.396%
2 5.286 539 544 559 rBVY 6469927 7829515 96.46% 12.979%
3 6.328 715 721 736 rBVY 6012283 8117055 100.00% 13.456%
4 6.445 736 741 744 rBV 6994463 7243974 89.24% 12.009%
5 6.669 775 779 782 rBVY 1879144 1626482 20.04% 2.696%
6 6.822 801 805 809 rBY 4815080 4760176 58.64% 7.891%
7 7.239 870 876 879 rBVY 4392765 4928274 60.72% 8.170%
8 7.951 992 997 1000 rBY 2530725 2124982 26.18% 3.523%
9 9.027 1174 1180 1183 rBvY 5555836 5013634 61.77% 8.311%
10 9.422 1239 1247 1251 rBvV 1198818 1025953 12.64% 1.701%

11 9.698 1288 1294 1298 rBV2 2367216 2202680 27.14% 3.652%
12 10.416 1411 1416 1419 rBV 124015 118618 1.46% 0.197%
13 10.492 1424 1429 1432 rBV 3762503 3677901 45.31% 6.097%
14 11.180 1541 1546 1553 rBV 2476264 2133887 26.29% 3.537%
15 12.262 1725 1730 1732 rBV3 83759 98364 1.21% 0.163%

16 12.762 1811 1815 1819 rBV 3935937 3903026 48.08% 6.470%
17 13.457 1929 1933 1936 rBV 84989 82325 1.01% 0.136%
18 13.657 1964 1967 1975 rBV 336584 414509 5.11% 0.687%
19 13.809 1988 1993 1997 rBV 1411863 1370182 16.88% 2.271%
20 14.292 2071 2075 2082 rBV2 115429 164408 2.03% 0.273%

21 14.562 2118 2121 2127 rBV2 83888 119481 1.47% 0.198%
22 14.886 2173 2176 2179 rBV 95095 103780 1.28% 0.172%
23 15.209 2227 2231 2241 rVB 966860 1237033 15.24% 2.051%
24 15.627 2298 2302 2306 rBV 141128 179858 2.22% 0.298%
25 16.080 2375 2379 2387 rVB3 94458 158650 1.95% 0.263%

26 17.056 2539 2545 2547 rBV6 94081 185337 2.28% 0.307%
27 17.233 2572 2575 2583 rVB3 76079 159081 1.96% 0.264%
28 18.909 2854 2860 2873 rVB7 171748 500930 6.17% 0.830%

Sum of corrected areas: 60322188
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

\\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF091117\
BF098422.D

12 Sep 2017 00:34

SJ/Ju

15138-08

12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P

EME-UTS-TS005-01

AoH958855

6000000
5000000
4000000
3000000
2000000

1000000

TIC: BF098422.D
5.29

4.87

45
6.33

6.82
7.24

6.67

0
Time-->

5.00

5.50

6.00

AoR958855

6000000
5000000
4000000
3000000 L o5

2000000

1000000

TIC: BF098422.D

9.03

10.49

9.70 11.18

10,

12.26

12.76

13.¢

13;46 I\

O
Time-->

A A
TS T T T

10.00 10.50 11.00 11.50

12.00

12.50

13.00

13.50

AoR958855

6000000
5000000
4000000
3000000
2000000

13.81
1000000

TIC: BF098422.D

15.21

14.29 14.56 14.89 15/.\93 16.08

17.067.23

18.91

Time-->

14.00

16.00 16.50 17.00

14.50

15.00 15.50

17.50

18.00

18.50

19.00

8270-BF091117.
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF091117\

Data File : BF098422.D

Aca On : 12 Sep 2017 00:34

Operator : SJ/JU

ﬁ?ggle i 15138-08 EME-UTS-TS005-01
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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.

4._.87 10.35 ng 842093 1,4-Dichlorobenzene-d4 6.67
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. 4-methvl- 116 C7H160 000615-29-2 33
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 17
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 473 (4.869 min): BF098422.D (-471) (-) m/z 43.00 100.00%
43.0
5000 59.0
101.0
0 ol eo0 830 | W7z 5900 51630
LU SR SR UL UL SELRLEL IR S S LI B - - ¢
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LR I R LR L
59.0 460 480 500 5.20
0
150 a0 1010 m/z 57.95 18.05%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
460 4.80 5.00 5.20
5000 41.0 m/z 101.00 14 .25%
31.0
69.0 87.0
15.0 50.0 98.0
e S I S SULIURS SURILL IS IULIULS SULILS UL I
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8205: Acetic acid, 1,1-dimethylethyl ester i e Ea maa
43.0 4.60 4.80 5.00 5.20
m/z 41.10 8.26%
5000 57.0
29.0
101.0
0"'l""|""|""|""|"''|""|"7'E';'?""|""|""|'
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF091117\

Data File : BF098422.D

Aca On : 12 Sep 2017 00:34

Operator : SJ/JU

ﬁ?ggle i 15138-08 EME-UTS-TS005-01
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 .45

Concentration Rank 1

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

6.45 89.08 ng 7243970 1,4-Dichlorobenzene-d4 6.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 742 (6.451 min): BF098422.D (-736) (-) m/z 131.95 100.00%
131.9
5000
68.0
96.0 PSSSEPUARRNE NN R
40.0 54.0 J 6.20 6.40 6.60 6.80
oM'.I:SF-?. Aao g m/z 134.00 34.20%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 IERSE SRS AR LR
6.20 6.40 6.60 6.80
310 510 m/z 68.00 34.16%
0 ‘ b1 H Moy . !
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 6.80
5000 m/z 65.95 23.16%
51.0 70.0 86.0
L B N L WL W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! RN s S RAas
57.0 132.0 6.20 6.40 6.60 6.80
m/z 96.00 13.54%
74.0
5000 9go 1160
oL—— = II‘I\I\I\I ""Ml ||“| : |‘H“||‘|“| : I‘MI —— ?-5|80| —— |]|-8|9.|0| T REE e
m/z--> 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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091117\
Data File : BF098422.D

Aca On : 12 Sep 2017 00:34

Operator : SJ/JU

Sample : 15138-08

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Trichloroacetic acid, hexad... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.66 6.05 ng 414509 Chrysene-di12 13.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 95
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
3 Pentafluoropropionic acid. tetra... 360 C17H29F502 006222-06-6 91
4 n-Tetracosanol- 354 C24H500 000506-51-4 91
5 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 91

Abundance Scan 1968 (13.662 min): BF098422.D (-1964) (-) m/z 57.00 100.00%
57.0
97.0
5000
U AR BN SUNURN SR
30.1 13.40 13.60 13.80 14.00
o...'-,.H “.,.@99,.%@9 | | m/Z 55.00 83.83%
m/z--> 50 100 150 200 250 300 350 400
Abundance #205392: Trichloroacetic acid, hexadecy! ester
43.0
5000 L IR B UL I
1340 13.60 13.80 14.00
250 m/z 43.00 79.17%
L] DING
o I‘ \\\HH\\ T
m/z--> 50 150 200 250 300 350 400
Abundance
57.0
97.0 13.40 13.60 13.80 14.00
5000 m/z 83.05 72.34%
o 169.0 238.0 283.0 434.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #190374: Pentafluoropropionic acid, tetradecy! ester R EEE e e
57.0 13.40 13.60 13.80 14.00
97.0 m/z 69.00 64.16%
015QJ I ‘ L] 40‘9 1%0 241.0 342.0
m/z--> 50 1(')0 150 2(')0 250 300 350 400 1340 13.60 13.80 14.00

8270-BF091117.M Tue Sep 12 14:17:17 2017
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF091117\

Data File : BF098422.D

Aca On : 12 Sep 2017 00:34

Operator : SJ/JU

ﬁ?ggle i 15138-08 EME-UTS-TS005-01
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 17-Pentatriacontene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.29 2.40 ng 164408 Chrysene-di12 13.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 90
2 Cvclopentadecane 210 C15H30 000295-48-7 86
3 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 74
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 74
5 Dotriacontyl heptafluorobutyrate 662 C36H65F702 1000351-84-2 74
Abundance Scan 2075 (14.292 min): BF098422.D (-2071) (-) m/z 57.00 100.00%
5%.0
5000
200 2100 2670 114,00 14.20 14.40 14.60
ob iyl m/z 43.00 88.13%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #234187: 17-Pentatriacontene
43.0
5000 83.0 L UL B UL B
mmmmmmmm
m/z 55.00 75.61%
25.0
oL ‘h‘Md\t > 167.0 2100  267.0307.0 490.0
m/z--> éo 160 1%0 260 2%0 360 3%0 460 4éo '
Abundance
55.0
114,00 14.20 14.40 14.60
5000 97.0 m/z 83.00 63.07%
139.0 210.0
e S L L UL UL WL WL WL WL
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #212865: Pentafluoropropionic acid, heptadecyl ester R e EREE mEm e
57.0 14.00 14.20 14.40 14.60
970 m/z 71.00 62.32%
5000
oL ‘ 1390 1550 238.0 2830 384.0
m/z--> éo 160 1%0 260 2%0 360 3%0 460 4éo ' 1450 1420 1440 1460

8270-BF091117.M Tue Sep 12 14:17:18 2017 Page: 6



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF091117\

Data File : BF098422.D

Aca On : 12 Sep 2017 00:34

Operator : SJ/JU

ﬁ?ggle i 15138-08 EME-UTS-TS005-01
ALS Vial : 12 Sample Multiplier: 1

Quant Method

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.M

Quant Title ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L
LSCINT.P

TIC Library
TIC Integration Parameters:

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 Heptacosane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
15.63 2.91 ng 179858 Perylene-d12 15.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 87
2 Hentriacontane 437 C31H64 000630-04-6 86
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 86
4 Eicosane 282 C20H42 000112-95-8 86
5 Heptadecane 240 C17H36 000629-78-7 86

Abundance Scan 2303 (15.633 min): BF098422.D (-2298) (-) m/z 57.00 100.00%
57.0
5000
990 " 1540 15.60 15.80 16.00
155.1 202.8 : : : :
ol A A L 350 202820002001 e PG00 150
m/z--> 50 100 150 200 250 300 350 400
Abundance #202662: Heptacosane
57.0
5000 L BRI UL BRI R
mmmmmmmm
m/z 43.00 59.60%
0 | L || ‘930‘4410 183.0 225.0 267.0 323.0 380.0
m/z--> 55 160 1%0 260 250 360 3%0 460 !
Abundance
57.0
" 1540 15.60 15.80 16.00
5000 m/z 85.10 52.36%
99.0
o 141.0 183.0 225.0 2670 309.0 351.0 393.0 436.0
m/z--> 55 160 1%0 260 250 360 3%0 460 !
Abundance #100330: 2-Bromo dodecane T
57.0 15.40 15.60 15.80 16.00
m/z 55.00 26.96%
5000
} 99.0 160.0
osQ Ly byso T as0
m/z--> 50 100 150 200 250 300 350 400 15.40 1560 1580 1600

8270-BF091117.M Tue Sep 12 14:17:18 2017
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF091117\

Data File : BF098422.D

Aca On : 12 Sep 2017 00:34

Operator : SJ/JU

ﬁ?ggle i 15138-08 EME-UTS-TS005-01
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 7 Eicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.08 2.57 ng 158650 Perylene-di12 15.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Nonadecane 268 C19H40 000629-92-5 93
3 Pentacosane 352 C25H52 000629-99-2 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Triacontane 422 C30H62 000638-68-6 87
Abundance Scan 2379 (16.080 min): BF098422.D (-2375) (-) m/z 57.00 100.00%
5%.0
2000 ‘ 850 }\M/\——j\w\/\/
130 1552 1501517 15180 1600 16.20 1640
ol .|,|. bl L 027 1891217.32490 2801 3851 ot e e e,
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0
5000 LR UL BRI UL B
85.0 15. 80 16 00 16. 20 16. 40
29.0 m/z 43.05 54 _.85%
OHMMNEWNMQMEM%M
m/z--> éo 160 1%0 260 250 300 350
Abundance
57.0
o o 15.80 16.00 16,20 16.40
5000 : m/z 85.00 42 .07%
29.0
o 113.0141.0169.0 197.0 268.0
m/z--> éo 160 150 200 2éo 300 350
Abundance #185533: Pentacosane R AL AR
57.0 15.80 16.00 16.20 16.40
m/z 55.05 21.39%
2000 50 NAfXwaﬁxﬂmwj\MWfHMMdeVwV
113.0
. 20.0] | | | L\ ‘H4101690 211023902670295032303520
m/z--> 50 160 150 260 250 360 350 1580 1600 1620 1640
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF091117\

Data File : BF098422.D

Aca On : 12 Sep 2017 00:34

Operator : SJ/JU

ﬁ?ggle i 15138-08 EME-UTS-TS005-01
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 8 unknownl7.06 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.06 3.00 ng 185337 Perylene-di12 15.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Stiamastan-3-en-6-ol 414 C29H500 1000214-19-7 9
2 9-Octadecenoic acid (2)-. 2-(ace... 440 C25H4406 055401-63-3 9
3 Eicosanoic acid. 2.3-bis(acetvlo... 470 C27H5006 055429-67-9 9
4 Cholest-5-ene. 3-ethoxv-. (3.bet... 414 C29H500 000986-19-6 9
5 Methyl 12-acetyl-7-desoxycholate 448 C27H4405 055547-48-3 9
Abundance Scan 2546 (17.062 min): BF098422.D (-2539) (-) m/z 43.00 100.00%
43.0
107.0
5000 145.0 213.2

255.1

303.2

16.80 17.00 17.20 17.40

0 m/z 57.00 62.59%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217436: Stigmastan-3-en-6-ol
43.0
5000 LA L L L L L L L
16. 80 17. 00 17. 20 17. 40
95.0 3500 399.0 m/z 107.00 58.46%
oL— I\H\‘\ m MM H“ H\‘u\ \ \H\ OH\16H3IQ |213 OI 2550 2|9|O?|3|2?9 T b “l I\LI
m/z--> 50 100 150 200 250 300 350 400
Abundance
43.0
R o EEEmam
16.80 17.00 17.20 17.40
5000 m/z 55.05 56.52%
81.0 159.0
117.0 207.0 265.0
O B o L o e B IR o o e s e o B
m/z--> 50 100 150 200 250 300 350 400
Abundance #231045: Eicosanoic acid, 2,3-bis(acetyloxy)propyl ester L ML B e )
43.0 16.80 17.00 17.20 17.40
m/z 105.00 55.62%
5000 159.0
98.0
ol 4 .J,U\.M.M.... UYL NN B N
m/z--> 50 100 150 200 250 300 350 400 16. 80 17. 00 17. 20 17. 40

8270-BF091117.M Tue Sep 12 14:17:20 2017 Page: 9



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF091117\

Data File : BF098422.D

Aca On : 12 Sep 2017 00:34

Operator : SJ/JU

ﬁ?ggle i 15138-08 EME-UTS-TS005-01
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 Cyclohexanone, 2,3,3-trimet... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.91 8.10 ng 500930 Perylene-di12 15.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanone. 2.3.3-trimethvl-2... 206 C14H220 069296-90-8 58
2 2.3.3-Trimethvl-2-(3-methvl-buta... 206 C14H220 1000193-60-6 49
3 3(4H)-Phenanthrenone. 4a.4b.5.6.... 246 C17H260 057684-12-5 49
4 2.4a.8.8-Tetramethvldecahvdrocvc... 206 C15H26 074022-04-1 46
5 1,1,6-trimethyl-3-methylene-2-(3... 452 C33H56 1000373-94-5 38
Abundance Scan 2860 (18.909 min): BF098422.D (-2854) (-) m/z 69.00 100.00%

5000
205.1
246.1 2732 L B o o o o o e
: 3021 3411 18.60 18.80 19.00 19.20
o} m/z 109.05 94 .53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #66171: Cyclohexanone, 2,3,3-trimethyl-2-(3-methyl-1,3-but...
95.0 123.0
41.0 191.0
5000 690 LA L L L L L L LB L |
18.60 18.80 19.00 19.20
| ‘ f m/z 55.00 90.44%
o .”“”w””.”.”” ”.””LJ.””.”.””.”.””.”.””.”w”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
95.0 123.0
s B
410 1910 18.60 18.80 19.00 19.20
5000 69.0 : m/z 95.00 87.66%

163.0

O‘TFWHTWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #99207: 3(4H)-Phenanthrenone, 4a,4b,5,6,7,8,8a,9,10,10a-de... R e A EEmEmmma

109.0 18.60 18.80 19.00 19.20
246.0 m/z 123.05 86.74%
69.0
5000
161.0
203.0
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 18:60 18.80 19.00 19.20
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA_ F\DATA\BF091117\

Data File : BF098422.D

Acq On : 12 Sep 2017 00:34

Operator : SJ/JU

3?22'6 i 15138-08 EME-UTS-TS005-01
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .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... 4.87 10.4 ng 842093 1 6.67 1626480 20.0
unknown6 .45 6.45 89.1 ng 7243970 1 6.67 1626480 20.0
Trichloroacetic a... 13.66 6.0 ng 414509 5 13.81 1370180 20.0
17-Pentatriacontene 14_.29 2.4 ng 164408 5 13.81 1370180 20.0
Heptacosane 15.63 2.9 ng 179858 6 15.21 1237030 20.0
Eicosane 16.08 2.6 ng 158650 6 15.21 1237030 20.0
unknownl17.06 17.06 3.0 ng 185337 6 15.21 1237030 20.0
Cyclohexanone, 2,... 18.91 8.1 ng 500930 6 15.21 1237030 20.0
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