LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081917\
Data File : BF097875.D

Aca On 19 Aug 2017 13:35

Operator : SJ/JU

Sample = 14846-09

Misc :

ALS Vial : 5 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-BF081517.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 2.122 4 6 23 rVB3 57301 146658 2.95% 0.353%
2 4.963 485 489 499 rVB 553319 881438 17.71% 2.120%
3 5.375 553 559 562 rBY 3469824 4143664 83.26% 9.967%
4 6.398 721 733 736 rBVY 3445650 4557440 91.57% 10.963%
5 6.534 750 756 759 rBVY 3769741 4133428 83.05% 9.943%
6 6.757 791 794 798 rBVY 1025921 913447 18.35% 2.197%
7 6.916 816 821 825 rBVY 3124601 3189745 64.09% 7.673%
8 7.328 885 891 894 rBVY 2610351 2876129 57.79% 6.918%
9 7.410 900 905 909 rVB 51095 63665 1.28% 0.153%
10 8.039 1004 1012 1016 rBvV 1304113 1276579 25.65% 3.071%

11 9.122 1190 1196 1199 rBV 4471422 4976809 100.00% 11.971%
12 9.198 1204 1209 1214 rBvV4 54102 87432 1.76% 0.210%
13 9.510 1258 1262 1266 rBV 752451 678183 13.63% 1.631%
14 9.792 1305 1310 1314 rBV2 1546949 1464319 29.42% 3.522%
15 10.233 1382 1385 1387 rVB 67792 51361 1.03% 0.124%

16 10.586 1439 1445 1448 rBV 2647912 3001114 60.30% 7.219%
17 10.704 1462 1465 1474 rBV 131116 234577 4.71% 0.564%

18 11.151 1539 1541 1543 rBV 89300 63151 1.27% 0.152%
19 11.274 1558 1562 1569 rBV 1629022 1522923 30.60% 3.663%
20 11.451 1590 1592 1596 rVB3 97635 82137 1.65% 0.198%

21 12.868 1828 1833 1836 rBV 3671980 4556239 91.55% 10.960%
22 13.757 1981 1984 1991 rVB 324205 344786 6.93% 0.829%
23 13.910 2005 2010 2013 rBV 1191908 1182620 23.76% 2.845%

24 14.392 2089 2092 2095 rVB2 58491 53637 1.08% 0.129%
25 14.757 2151 2154 2158 rVB 89270 87835 1.76% 0.211%
26 15.010 2194 2197 2200 rBV 58823 65314 1.31% 0.157%
27 15.327 2246 2251 2256 rBV 655258 774574 15.56% 1.863%
28 15.374 2256 2259 2264 rVB2 46866 56742 1.14% 0.136%
29 15.786 2326 2329 2334 rVB2 40466 53450 1.07% 0.129%
30 16.268 2407 2411 2418 rVB5 31208 52776 1.06% 0.127%
Sum of corrected areas: 41572172

8270-BF081517.M Mon Aug 21 16:57:34 2017 Page: 1



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF081917\

BF097875.D

19 Aug 2017 13:35

SJ/Ju

14846-09

5 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF081517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081917\
Data File : BF097875.D

Aca On 19 Aug 2017 13:35

Operator : SJ/JU

Sample - 14846-09

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 unknown2.12 Concentration Rank 5

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

2.12 3.21 ng 146658 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvanic acid. ethvl ester 71 C3H5NO 000627-48-5 4
2 Silanediol. dimethyl- 92 C2H802Si 001066-42-8 4
3 2-Furanmethanamine. tetrahvdro- 101 C5H11NO 004795-29-3 4
4 (AminomethvDcvclopropane 71 CA4HO9N 002516-47-4 3
5 Mercaptamine 77 C2H7NS 000060-23-1 2

Abundance Scan 6 (2.122 min): BF097875.D (-4) (-) m/z 77.00 100.00%
71.0
5000 43.0
| | 530 6.9 650 220 2.30 240 250
o} N N S T VT St m/z 71.00 41.43%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #600: Cyanic acid, ethyl ester
29.0
56.0
5000 R LRSS UL RS I
71.0 220 230 2.40 2.50
430 m/z 43.00 39.37%
0 |11, AL L
LU UL SR SO S AL SR SULELL UL SURLELEL SRR L B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
77.0
220 2.30 240 250
5000 m/z 45.00 25.08%
45.0
0 30.0 59.0 67.0 88.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4114: 2-Furanmethanamine, tetrahydro- R Al R mn e
30.0 2.20 2.30 2.40 2.50
450 710 m/z 41.00 22.89%
5000
58.0 84.0
o2 il oy (1020
m/z--> 10 20 30 40 50 60 70 8 90 100 110 2.20 2.30 2.40 2.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081917\
Data File : BF097875.D

Aca On 19 Aug 2017 13:35

Operator : SJ/JU

Sample - 14846-09

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.96 19.30 ng 881438 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 488 (4.957 min): BF097875.D (-485) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 R L R L
| 83.0 | 460 4.80 5.00 5.20
Obrrr e e e e m/z 59.05 54.37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R L A LR B
59.0 460 480 500 520
0
150 4, 1010 m/z 101.00 18.26%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
460 480 500 520
5000 m/z 58.00 16.89%
101.0
150 310 58.0 690  86.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R e S e o
54.0 460 4.80 5.00 5.20
m/z 41.00 8.98%
5000 41.0
o T O =Y 1260 1420
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081917\
Data File : BF097875.D

Aca On 19 Aug 2017 13:35

Operator : SJ/JU

Sample - 14846-09

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 unknown6.53 Concentration Rank 1

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

6.53 90.50 ng 4133430 1,4-Dichlorobenzene-d4 6.76
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 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 755 (6.528 min): BF097875.D (-750) (-) m/z 132.00 100.00%
132.0
5000 68.1
40.0 %60 620 640 6.60 6.80
-0 54,0 . . . .
0 gL.0 N — m/z 68.10 49.13%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 S SSERLUSRERE SR SRR
6.20 6.40 6.60 6.80
310 510 m/z 134.00 33.42%
0 ‘ L1 H (1 L 1
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 66.00 31.34%
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! R S RRERmnns ey
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.05 20.21%
74.0
5000 98.0 116.0
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| R AR RS
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 : Z:\HPCHEM1\BNA F\DATA\BF081917\
Data File : BF097875.D

Aca On 19 Aug 2017 13:35

Operator : SJ/JU

Sample - 14846-09

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Hexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.70 3.08 ng 234577 Phenanthrene-d10 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Tetradecane 198 C14H30 000629-59-4 90
3 Heptadecane 240 C17H36 000629-78-7 90
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 87
5 Eicosane 282 C20H42 000112-95-8 80

Abundance Scan 1464 (10.698 min): BF097875.D (-1462) (-) m/z 57.10 100.00%

57.1

5000

113.0 10.40 10.60 10.80 11.00

140.2159 1 180.1 203.2 229.2

0! m/z 71.05 74 .45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83026: Hexadecane
57.0
5000 850 TT llllllllllll LB
10 40 10. 60 10 80 11. OO
20.0 1130 m/z 43.10 72.24%
0 ‘\ Ili H‘ \‘ 1l 141 0 L 169.0 197.0 226 0
IR I i oo e e e R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57.0
R N ELmEE
10.40 10.60 10.80 11.00
5000 850 m/z 85.05 48.33%
29.0
113.0 141.0 1e9.0 198.0
O e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94346: Heptadecane R R
57.0 10.40 10.60 10.80 11.00
m/z 41.00 31.24%
85.0
5000
29.0
0 LA \\11?0‘\1410 169.0  197.0 240.0
IR I o o e e N A REE R N ELmEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10 40 10. 60 10 80 11. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081917\
Data File : BF097875.D

Aca On 19 Aug 2017 13:35

Operator : SJ/JU

Sample - 14846-09

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 3-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.76 5.83 ng 344786 Chrysene-di12 13.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 99
2 9-Eicosene. (EBE)- 280 C20H40 074685-29-3 93
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 93
4 n-Tetracosanol-1 354 C24H500 000506-51-4 91
5 1-Heneicosanol 312 C21H440 015594-90-8 91
Abundance Scan 1985 (13.763 min): BF097875.D (-1981) (-) m/z 83.05 100.00%
431 830
5000
fm 1940 1360 13,80 1400
ol d b 4L, 1671 awsaamar2802 G e 608 94, 05%
m/z--> 50 100 150 200 250 300 350 400
Abundance #127771: 3-Eicosene, (E)-
57.0
97.0
5000 R DAL AR UL SRS B
13.40 13.60 13.80 14.00
m/z 69.10 84 .96%
JLzsol || | “ A ‘L 1390 1820 2220 2800
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
97.0 13.40 13.60 13.80 14.00
5000 m/z 43.10 83.83%
oL 260 BWIMOQM 280.0 ”WMMWJMWWMM
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester R e EEmE
57.0 13.40 13.60 13.80 14.00
97.0 m/z 97.05 82 .40%
5000 vww\hNWUvamJ\V&Avwkﬁawvww
169.0
oL260] | | ‘H 1380 || 2109 2550 406.0
m/z--> 50 100 150 200 250 300 350 400 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081917\
Data File : BF097875.D

Aca On 19 Aug 2017 13:35

Operator : SJ/JU

Sample - 14846-09

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Squalene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.76 2.27 ng 87835 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 80
2 1.5-Heptadiene. 3.3.6-trimethvl- 138 C10H18 035387-63-4 64
3 .psi...psi.-Carotene. 7.77.8.8".... 547 C40H66 000502-62-5 56
4 1.5-Heptadiene. 2.6-dimethvl- 124 C9H16 006709-39-3 50
5 2,6-Octadiene, 4,5-dimethyl- 138 C10H18 018476-57-8 50
Abundance Scan 2155 (14.762 min): BF097875.D (-2151) (-) m/z 69.10 100.00%
6d.1
5000 AMVAththJWAMNMWﬁJWWVM*M
121.0 14.40 14.60 14.80 15.00
173.0  253.1
Ol b b S e e e || M/Z 81.00  50.08%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215929: Squalene
69.0
5000 LR B UL I LI B
14.40 14.60 14.80 15.00
m/z 41.05 20.27%
137.0
ol 270 4 . | 1910 ﬂm 341.0 MM
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
69.0
14.40 14.60 14.80 15.00
5000 m/z 68.00 12.75%
o 27.0 123.0
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #238944: .psi.,.psi.-Carotene, 7,7',8,8',11,11',12,12',15,... R AR maEE
69.0 14.40 14.60 14.80 15.00
m/z 95.00 11.06%
5000
137.0
NECTIN [[,1910 2730 3410 409.0 477.0 546.0
mz-> 0 5'0 1(')0 150 200 250 300 350 400 450 500 550 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081917\
Data File : BF097875.D

Acq On 19 Aug 2017 13:35

Operator : SJ/JU

Sample - 14846-09

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .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]
unknown2 .12 2.12 3.2 ng 146658 1 6.76 913447 20.0
2-Pentanone, 4-hy... 4.96 19.3 ng 881438 1 6.76 913447 20.0
unknown6 .53 6.53 90.5 ng 4133430 1 6.76 913447 20.0
Hexadecane 10.70 3.1 ng 234577 4 11.27 1522920 20.0
3-Eicosene, (E)- 13.76 5.8 ng 344786 5 13.91 1182620 20.0
Squalene 14.76 2.3 ng 87835 6 15.33 774574 20.0
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