LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA N\DATA\BN110918\

Data File : BN003492.D

Aca On : 10 Nov 2018 02:59 Instrument :
Operator : MJ/SJ BNA_N

Sample - J5881-01 ClientSampleld :
Misc - 110718-TIPC-F-D-B
ALS Vial : 22 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 N\METHODS\8270-BN102418 .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 3.028 3 7 19 rVB 344894 407341 8.04% 1.563%
2 5.411 406 412 422 rVB 461642 646312 12.75% 2.480%
3 6.999 675 682 694 rBV 279674 451550 8.91% 1.733%
4 7.375 739 746 754 rBV 954627 1457824 28.76% 5.594%
5 7.846 819 826 833 rBV 317485 480341 9.48% 1.843%

8.169 873 881 889 rvB 1410579 2250141 44 .39% 8.635%
9.016 1017 1025 1038 rBV 1084505 1766726 34.85% 6.780%
10.646 1295 1302 1309 rBV 452215 753461 14.86% 2.891%
3383933 4899901 96.66% 18.804%
14.481 1947 1954 1962 rVB2 704898 1083299 21.37% 4_.157%

=
QOO ~NO®
=
w
=
o
N
=
\l
=
w
=
\l
N
o
=
\l
N
\l
=
os]
<

11 15.969 2201 2207 2219 rBV 1650372 2303630 45.44% 8.840%
12 17.228 2414 2421 2427 rBV2 895646 1239022 24.44% 4._.755%
13 18.098 2563 2569 2580 rBV 115273 162816 3.21% 0.625%
14 19.375 2779 2786 2799 rBV 69653 105424 2.08% 0.405%
15 19.845 2860 2866 2871 rBV 4118439 5069129 100.00% 19.453%

16 21.404 3125 3131 3137 rBV 895370 1124890 22.19% 4.317%

17 22.451 3305 3309 3316 rVB 45807 54582 1.08% 0.209%

18 22.586 3326 3332 3338 rBvV 379559 509428 10.05% 1.955%

19 22.974 3393 3398 3404 rBvV 52775 75309 1.49% 0.289%

20 23.557 3493 3497 3504 rVB 50550 79281 1.56% 0.304%

21 23.715 3517 3524 3535 rVB2 551911 1074607 21.20% 4.124%

22 24.227 3607 3611 3619 rVB 34500 63329 1.25% 0.243%
Sum of corrected areas: 26058343
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRVA\HPCHEMI\BNA N\DATA\BN110918\

BN0O03492.D

10 Nov 2018 02:59

MJ/SJ

J5881-01

22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA N\METHODS\8270-BN102418_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
4000000

3000000

2000000

1000000

.03

TIC: BN003492.D

8.17
738 9.02

5.41
7.85

]

7.00

10.65

O
Time--> 3.00

350 400 450 500 550 6.00 650 700 750 8.00 850

9.00

9.50

T
10.00 10.50 11.

00 11.50

Abundance
4000000

3000000

2000000

1000000

TIC: BN003492.D

13.10

15.97

17.23
14.48

18.10

19.37

19.85

O
Time-->

12.00 1250 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance
4000000

3000000

2000000

1000000

TIC: BN003492.D

21.40

23.72
22.59

0

22A.4k 22.97 235

24.23

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00

8270-BN102418 .M Mon Nov

12 17:02:15 2018

Page: 2




Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN110918\
Data File : BN003492.D

Aca On : 10 Nov 2018 02:59

Operator : MJ/SJ

Sample - J5881-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA N\METHODS\8270-BN102418_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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.03 16.96 ng 407341 1,4-Dichlorobenzene-d4 7.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 7 (3.028 min): BN003492.D (-3) (-) m/z 73.10 100.00%

73.1
5000 50
43 55.0 87.1

3.10 3.20 3.30 3.40

¥ N S —— S Y5 2k T 010 B X B W L
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 LI L L L L L L
43.0 3.10 3.20 3.30 3.40
550 87.0 m/z 87.10 26.41%
o 1T
0 il AN L,
B E B A N R B
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 R
3.10 3.20 3.30 3.40
5000 410 55.0 m/z 55.00 24.75%
29.0
o L] ero 1120 a0
on,n.w.”.“.”,”.w.”.“.”,”.w.”.“.”,”.w.”.“.”
m/z--> 20 40 50 60 70 80 90 100 110 120 130
Abundance #4436: Pentane, 3-methoxy- A ma e
73.0 3.10 3.20 3.30 3.40

m/z 71.10 10.83%

5000
45.0
29.0 ‘
ol 1l || %50 ‘ 101.0

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 3.10 3.20 3.30 3.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN110918\
Data File : BN003492.D

Aca On : 10 Nov 2018 02:59

Operator : MJ/SJ

Sample - J5881-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA N\METHODS\8270-BN102418_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 unknown7.38 Concentration Rank 2

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

7.38 60.70 ng 1457820 1,4-Dichlorobenzene-d4 7.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 747 (7.381 min): BN003492.D (-739) (-) m/z 132.00 100.00%
132.0
5000
68.0
400 540 || MQQT) 700 7.20 7.40 7.60 7.80
e S N O T S| M m/z 68.00 34.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
3000 o ek T ke T
4o o m/z 134.00  32.85%
‘ 79.0 :
0'W'”'P'”I”'WJ“'w'”fmhh'muﬁ'”l”hl”'ﬂ'””P'”I"W”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69,0 - 700 750 740 7H0 750
5000 ' m/z 66.00 21.51%
31.0 51.0
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“'W”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole LI L L L B L B
132.0 7.00 7.20 7.40 7.60 7.80
m/z 96.00 13.72%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN110918\
Data File : BN003492.D

Aca On : 10 Nov 2018 02:59

Operator : MJ/SJ

Sample - J5881-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA N\METHODS\8270-BN102418_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 5
R.T. EstConc Area Relative to ISTD R.T.
18.10 2.63 ng 162816 Phenanthrene-d10 17.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 70
4 Oxalic acid. allvl octadecvl ester 382 C23H4204 1000309-24-5 20
5 Oxalic acid, allyl hexadecyl ester 354 C21H3804 1000309-24-4 20
Abundance Scan 2569 (18.098 min): BN003492.D (-2563) (-) m/z 73.00 100.00%
0

—

430 13
5000 129.1
. IIIIIIIIIIIIIIIIIIIIII
17.80 18.00 18.20 18.40
(o} m/z 43.00 83.24%
20 40 60

m/z--> 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0
83.0 17.80 18.00 18.20 18.40
- 0
157.0 1g50 2130 256.0 m/z 60.00 78.20%
o 4 ,
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
4

40
0 , 730
IIIIIIIIIIII‘IIIIIIIIII
17.80 18.00 18.20 18.40
5000 129.0 m/z 57.10 69.09%
ol15.0 .
40

-

m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
73.0 17.80 18.00 18.20 18.40
43.0 m/z 55.00 63.88%
5000 129.0
o :
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN110918\
Data File : BN003492.D

Aca On : 10 Nov 2018 02:59

Operator : MJ/SJ

Sample - J5881-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA N\METHODS\8270-BN102418_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 Squalene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22 .59 9.48 ng 509428 Perylene-di12 23.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 94
2 Supraene 410 C30H50 007683-64-9 91
3 1.5.9-Undecatriene. 2.6.10-trime... 192 C14H24 062951-96-6 64
4 1.5-Heptadiene. 3.3.6-trimethvl- 138 C10H18 035387-63-4 50
5 2,3,5-Trimethyl-2,3,5-hexanetric... 203 C12H17N3 003974-79-6 47
Abundance Scan 3333 (22.592 min): BN003492.D (-3326) (-) m/z 69.05 100.00%
69.0
5000
o0 ey oy s ans 22130 25140 5260 2280 2500
R e L e B T T e B m/z 81.05 54 _50%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215932: Squalene
69.0
5000 LIRS PR SR I
22.20 22.40 22.60 22.80 23.00
m/z 41.00 22 .53%
07.0137.0
o bt 1197 1750 2310 2730 341.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
22.20 22.40 22.60 22.80 23.00
5000 m/z 95.10 14 .85%
137.0
0 29.0{ L1 3970 1 1910 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #54708: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)- T B B e
69.0 22.20 22.40 22.60 22.80 23.00
m/z 137.10 13.68%
5000
29.0
123.0
0.‘.L,M“..‘“,'..”.*.‘,.1.77.'9,.... T S B S —
m/z--> 50 100 150 200 250 300 350 400 22.20 22.40 22.60 22.80 23.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN110918\
Data File : BN003492.D

Acq On : 10 Nov 2018 02:59

Operator : MJ/SJ

Sample - J5881-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-BN102418_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]
Butane, 2-methoxy... 3.03 17.0 ng 407341 1 7.85 480341 20.0
unknown? .38 7.38 60.7 ng 1457820 1 7.85 480341 20.0
n-Hexadecanoic acid 18.10 2.6 ng 162816 4 17.23 1239020 20.0
Squalene 22.59 9.5 ng 509428 6 23.72 1074610 20.0
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