LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090518\
Data File : BF108805.D
Aca On : 6 Sep 2018 5:21 Instrument :
Operator : JU/SJ EﬁAfs el
- _ lentosampleld :
3?22Ie - J4782-05 ENY-SB-104-05-06-07-08-09-9.5-10
ALS Vial : 25 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 4.925 437 440 449 rvVB 111894 137176 4_.09% 0.418%
2 5.342 506 511 514 rBY 3596704 3246844 96.88% 9.904%
3 6.366 680 685 697 rBY 3638194 3351411 100.00% 10.223%
4 6.501 704 708 711 rBVY 3694761 3273716 97 .68% 9.986%
5 6.737 744 748 751 rBVY 1803652 1396984 41.68% 4.261%

6.889 770 774 778 rBV 2704524 2486794 74.20% 7.586%
7.289 838 842 845 rBvV 2208871 1887786 56.33% 5.759%
8.013 962 965 969 rBV 1788166 1604710 47.88% 4 _.895%
3604182 3003684 89.62% 9.163%
9.483 1211 1215 1218 rBV 1272519 908094 27.10% 2.770%
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11 9.766 1259 1263 1267 rBV 1884567 1523553 45.46% 4.648%
12 10.548 1392 1396 1399 rBV 1813703 1667744 49.76% 5.087%
13 11.242 1510 1514 1517 rBV 1928980 1546343 46.14% 4.717%
14 11.783 1602 1606 1616 rBvV2 137950 180766 5.39% 0.551%
15 12.824 1779 1783 1786 rBV 3299459 2903572 86.64% 8.857%

16 13.313 1863 1866 1871 rBv4 32810 43868 1.31% 0.134%
17 13.730 1933 1937 1947 rBV 392646 497126 14.83% 1.516%
18 13.865 1956 1960 1963 rBV 1916389 1620956 48.37% 4.945%
19 13.989 1978 1981 1983 rBV2 44516 37874 1.13% 0.116%
20 14.724 2103 2106 2110 rVB 289712 293266 8.75% 0.895%

21 15.271 2194 2199 2203 rVB 981142 1169381 34.89%% 3.567%

Sum of corrected areas: 32781648
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090518\

Data File : BF108805.D

Aca On : 6 Sep 2018 5:21

Operator : JU/SJ

ﬁ?gg'e - J4782-05 ENY-SB-104-05-06-07-08-09-9.5-10
ALS Vial : 25 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: BF108805.D
3500000 534 6|3B]50

3000000
6.89

2500000
7.29

2000000 6.74
1500000
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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: BF108805.D
3500000 12.82

3000000
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Abundance TIC: BF108805.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090518\

Data File : BF108805.D

Aca On : 6 Sep 2018 5:21

Operator : JU/SJ

ﬁ?gg'e - J4782-05 ENY-SB-104-05-06-07-08-09-9.5-10
ALS Vial : 25 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 unknown6.50 Concentration Rank 1

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

6.50 46.87 ng 3273720 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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Xenon 132 Xe 007440-63-3 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 708 (6.501 min): BF108805.D (-704) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 RS SRR RN L
40.0 540 J 6.20 6.40 6.60 6.80
0 S0 .2 | m/z 68.10 43.31%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 A
5000 RS RRARE BRRSE SN AR
6.20 6.40 6.60 6.80
310 510 m/z 134.00 33.06%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
740 o5 ok oo ok
5000 9go 1160 m/z 66.10 27 .31%
0: IIIIIII‘I\I\I\IIwI‘MI ||“|||‘H“||‘|“|||‘H||||EI-5|8|.0|||||]|-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180
Abundance #14560: Xenon LI L L L L N L B R |
132.0 6.20 6.40 6.60 6.80
m/z 69.10 17.49%
5000
66.0
0'"'I""I“u"l""P"'I'l" T N SN IRSE NSRS BURSE LAEE AR
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80

8270-BF090518.M Thu Sep 06 17:51:42 2018 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090518\

Data File : BF108805.D

Aca On : 6 Sep 2018 5:21

Operator : JU/SJ

ﬁ?gg'e - J4782-05 ENY-SB-104-05-06-07-08-09-9.5-10
ALS Vial : 25 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 3 n-Hexadecanoic acid Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.78 2.34 ng 180766 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Dodecanoic acid 200 C12H2402 000143-07-7 53
Abundance Scan 1605 (11.777 min): BF108805.D (-1602) (-) m/z 73.00 100.00%

43.0 73.0
5000 129.1 F
97.1
157.1 1852 2133 256.2 11.40 11.60 11.80 12.00
(o} m/z 43.05 92 .68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0

A

129.0 e AN B
11.40 11.60 11.80 12.00

60 | M/z 60.00 84.87%

5000

157.0 1g50 213.0

‘J‘“83.0

m/z--> 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid

73.0
11.40 11.60 11.80 12.00
5000 129.0 m/z 57.10 67.38%
15.0 :

04
m/z--> 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid I
73.0 11.40 11.60 11.80 12.00
m/z 55.05 64 .43%

0!
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129.0 1o 0140
Il

I Hm\\g?? |

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\HPCHEMI\BNA F\DATA\BF090518\
Data File : BF108805.D

Aca On : 6 Sep 2018 5:21

Operator : JU/SJ

Sample : J4782-05

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 1-Nonadecene Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.73 6.13 ng 497126 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 95
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
4 1-Heptacosanol 396 C27H560 002004-39-9 94
5 1-Heneicosanol 312 C21H440 015594-90-8 94

Abundance Scan 1937 (13.730 min): BF108805.D (-1933) (-) m/z 57.10 100.00%
571.1 |97.1
5000 ~M~W~Aﬂ~4qu~J\\MANVJVJLA¢w/
BRI BN B
39.1 13.40 13.60 13.80 14.00
ol H«J{ 5 83121722481 2841 3312 ' "m/z 83.05 98.64%
m/z--> 50 100 150 200 250 300 350 400
Abundance #115906: 1-Nonadecene
43.0 97.0
5000 B DA UL IR LR
13,40 13.60 13.80 14.00
m/z 43.10 95.76%
oL ]}3?'0_ 182.0 2240 266.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #166292: Behenic alcohol
30| 830
1340 13.60 13.80 14.00
5000 m/z 55.10 92.38%
25.0
0 .‘J ) ‘ X J J\ J\ 1 }67 0 210.0 280.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester e A REEEEEaS
57.0 13.40 13.60 13.80 14.00
97.0 m/z 97.10 88.73%
5000 NV\MWAMMMﬁVJLMWNWMLMMM&w
169.0
o260 | || ‘u #3*?0 |, 2190 2550 406.0
m/z--> 50 100 150 200 250 300 350 400 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090518\

Data File : BF108805.D

Aca On : 6 Sep 2018 5:21

Operator : JU/SJ

ﬁ?gg'e - J4782-05 ENY-SB-104-05-06-07-08-09-9.5-10
ALS Vial : 25 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 Supraene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
14.72 s.02ng 203266  Perylene-di2 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 supraere 410 C30H50 007683-64-9 97
2 Saualene 410 C30H50 000111-02-4 95

3 3.7.11-Tridecatrienenitrile. 4.8...
4 7.11-Dimethvldodeca-2.6.10-trien...
5 2,6,10,14-Hexadecatetraenoic aci...

231 C16H25N
208 C14H240
332 C22H3602

006006-01-5 78
125529-10-4 72
024035-35-6 72

Abundance Scan 2105 (14.718 min): BF108805.D (-2103) (-) m/z 69.10 100.00%
69.1 n
5000
| 137.1 14.40 14.60 14.80 15.00
07.1+3/ . . .
191.1 . . . )
oL 37y POUNIT 1011 2332 2721 326135723923 | L T gy 10 47.20%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
5000 LA L L L L L LB L |
14.40 14.60 14.80 15.00
1370 m/z 41.05 22 .15%
0 29.o|. L4l 10707 " 191.0 231.0 273.0 341.0 410.0
e e B e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0
L o
14.40 14.60 14.80 15.00
5000 m/z 95.10 14 .24%
137.0
0 CLk L 39707 1910 231.0 273.0 341.0 410.0 WMWﬁw¢wh~mANAWWvﬂww¢mmfm
L A e L e et S
m/z--> 50 100 150 200 250 300 350 400
Abundance #86903: 3,7,11-Tridecatrienenitrile, 4,8,12-trimethyl- T
69.0 14.40 14.60 14.80 15.00
m/z 68.10 10.41%
5000
136.0
0 27\\\9‘ IL. J A JHOS.O““ h 175.0 23;"0
e A B L B A A i
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00

8270-BF090518 .M

Thu Sep 06 17:51:44 2018

Page: 6



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF090518\

Data File : BF108805.D

Acq On : 6 Sep 2018 5:21

Operator : JU/SJ

3?22'6 - J4782-05 ENY-SB-104-05-06-07-08-09-9.5-10
ALS Vial : 25 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]
unknown6 .50 6.50 46.9 ng 3273720 1 6.74 1396980 20.0
n-Hexadecanoic acid 11.78 2.3 ng 180766 4 11.24 1546340 20.0
1-Nonadecene 13.73 6.1 ng 497126 5 13.87 1620960 20.0
Supraene 14.72 5.0 ng 293266 6 15.27 1169380 20.0
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