LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070518\
Data File : BF107127.D

Aca On 5 Jul 2018 15:24

Operator : JU/SJ

Sample - J3853-03

Misc :

ALS Vial : 13 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-BF061918 .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 5.189 481 485 499 rBB 141689 165034 12.35% 1.416%
2 5.595 550 554 569 rBY 1210435 1143115 85.55% 9.811%
3 6.595 720 724 742 rBVY 1045907 1171676 87.69% 10.056%
4 6.731 742 747 750 rBVY 1301901 1194657 89.41% 10.253%
5 6.948 781 784 788 rBV 402222 332656 24.90% 2.855%

7.107 807 811 814 rBV 1075692 960389 71.87% 8.243%
7.519 875 881 884 rBvV 716648 753465 56.39% 6.467%
8.230 998 1002 1016 rBV 416179 424088 31.74% 3.640%
1500216 1336195 100.00% 11.468%
9.695 1248 1251 1261 rBB 197763 186174 13.93% 1.598%
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11 9.995 1298 1302 1309 rVB 499979 462184 34.59% 3.967%
12 10.789 1433 1437 1447 rBV 877395 801429 59.98% 6.878%
13 11.489 1552 1556 1563 rBV 469759 410789 30.74% 3.526%

14 11.689 1587 1590 1594 rBV 16746 19322 1.45% 0.166%
15 11.971 1622 1638 1640 rBVS8 9960 37392 2.80% 0.321%
16 12.236 1680 1683 1687 rVB2 25566 20283 1.52% 0.174%
17 12.760 1765 1772 1773 rBV7 12760 28237 2.11% 0.242%

18 12.854 1775 1788 1789 rBV9 38288 121830 9.12% 1.046%
19 13.071 1821 1825 1828 rVB 1165780 1037538 77.65% 8.905%
20 13.948 1972 1974 1977 rVB 55755 44779 3.35% 0.384%

21 14.142 2004 2007 2012 rBV 383000 374923 28.06% 3.218%
22 14.977 2147 2149 2154 rVB 154191 157519 11.79% 1.352%
23 15.689 2267 2270 2279 rVB 325067 467667 35.00% 4.014%

Sum of corrected areas: 11651341
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070518\
Data File : BF107127.D

Aca On : 5 Jul 2018 15:24

Operator : JU/SJ

Sample - J3853-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070518\
Data File : BF107127.D

Aca On : 5 Jul 2018 15:24

Operator : JU/SJ

Sample - J3853-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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.

5.19 9.92 ng 165034 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 485 (5.189 min): BF107127.D (-481) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 AR R LN S L
| 83.0 | 4.80 500 520 5.40 5.60
e e e m/z 59.00 62.92%
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 AR IR I L I
59.0 480 500 520 540 5.60
0
150 4, 1010 m/z 101.10 21.17%
"W”tl””ﬂ'WM“'P“W'”W”'E%QI”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540 5.60
5000 41.0 m/z 58.00 15.94%
73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3152: 5-Hexen-2-one LI L L L B L BB B
43.0 480 5.00 5.20 5.40 5.60
m/z 41.00 9.95%
5000
55.0
15.0 27.0
L | 7m0 80 9o
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 520 540 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070518\
Data File : BF107127.D

Aca On : 5 Jul 2018 15:24

Operator : JU/SJ

Sample - J3853-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknown6.73 Concentration Rank 1

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

6.73 71.83 ng 1194660 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10

Abundance Scan 747 (6.731 min): BF107127.D (-742) (-) m/z 132.00 100.00%
132.0
5000 68.1
T P T ok ok T
e e m/z 68.10 37.87%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 n
5000 LSRR SRR S BN
6.40 6.60 6.80 7.00
310 510 m/z 134.00 33.34%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132.0
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 23.11%
41.0 97.0
117.0
54,0 81.0
mz-> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl LB B e
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.09%
74.0
5000 9go 1160
T II‘I\I\I\I ""“l ||“| : |‘H“||‘|“| : I‘MI —— ?-5|80| —— |]|-8|9.|0| A ERERE RS
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070518\
Data File : BF107127.D

Aca On : 5 Jul 2018 15:24

Operator : JU/SJ

Sample - J3853-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknownl2.85 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.85 6.50 ng 121830 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanecarboxvlic acid. 4-he... 382 C23H30N203 133856-88-9 43
2 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 41
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 38
4 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 38
5 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 38
Abundance Scan 1787 (12.848 min): BF107127.D (-1775) (-) m/z 97.10 100.00%

1

5000

2

138.1 167.1

217.1

12.60 12.80 13.00 13.20
m/z 57.10 90.87%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #203441: Cyclohexanecarboxylic acid, 4-hexyl-, 2,3-dicyano...
97.0
55.0
5000 IIIIIIIIIIIIIIIIIIIIIII
29.0 150 % 1650 12,60 12.80 13.00 13.20
' m/z 69.00 89.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57.0
. A B S
9r.0 12.60 12.80 13.00 13.20
5000 m/z 55.00 79.91%
29.0 125.0

154.0 182.0 210.0 238.0 283.0 334.0

WWTWWWWWWWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #175127: Trifluoroacetoxy hexadecane R mEEEE RS S
12.60 12.80 13.00 13.20

m/z 83.10 70 .84%

:

5000

;

269.0

196.0 224.0 320.0
N R REEEamas
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070518\
Data File : BF107127.D

Aca On : 5 Jul 2018 15:24

Operator : JU/SJ

Sample - J3853-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Nonadecane, 1l-chloro- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.95 2.39 ng 44779 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane. l1-chloro- 302 C19H39cClI 062016-76-6 90
2 Octadecane. 1l-chloro- 288 C18H37ClI 003386-33-2 64
3 Ethanol. 2-(octadecvloxv)- 314 C20H4202 002136-72-3 64
4 Oxalic acid. isobutyl tetradecvl... 342 C20H3804 1000309-37-9 64
5 Hexadecane 226 C16H34 000544-76-3 60
Abundance Scan 1974 (13.948 min): BF107127.D (-1972) (-) m/z 57.10 100.00%
51.1
5000 85.1
125.1 SRR B B SUNE B
‘ i I' (|4 16811961 2301 pesq 3022 3481 13.60 13.80 14.00 14.20
SN [ N 0 S0 AR e T B v Sl . YIS T m/z 71.10 70.43%
m/z--> 50 100 150 200 250 300 350
Abundance #146523: Nonadecane, 1-chloro-
57.0
5000 AR P DR BURMLES B
mmwmmmmm
29.0 85.0 m/z 43.00 66.63%
“ 1 ‘ \‘ \ \“1‘1‘?‘0‘ 147.0175.0203,0231.0259.0 302.0
m/z--> 55 150 200 250 360 350
Abundance
57.0
13.60 13.80 14.00 14.20
m/z 55.00 43 .64%
5000 850 0
29.0
113.0 147.0175.0203.0231.0259.0 288.0
m/z--> 55 160 1%0 260 250 360 350
Abundance #156673: Ethanol, 2-(octadecyloxy)- L B o
57.0 13.60 13.80 14.00 14.20
m/z 85.10 42 .37%
5000 85.0
29.0
.m&u ”%$1GMQMWﬁMM&@%%HO

m/z--> 50 100 150 200 250 300 350 13. 60 13. 80 14. 00 14. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070518\
Data File : BF107127.D

Aca On : 5 Jul 2018 15:24

Operator : JU/SJ

Sample - J3853-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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

Concentration Rank 4

Peak Number 6 Squalene

R.T. EstConc Area Relative to ISTD R.T.
1498 6.74ng 157519 Perylene-di2 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 saualere 410 C30H50 000111-02-4 86
2 Supraene 410 C30H50 007683-64-9 83

3 Propanoic acid. 2.2-dimethvl-. I...
4 Trideca-1.3.7.11-tetraene-1.1-di...

306 C20H3402
268 C18H24N2

1000164-38-8 64
1000159-88-9 59

5 2,6-Octadiene, 4-methyl- 124 C9H16 074498-94-5 50
Abundance Scan 2149 (14.977 min): BF107127.D (-2147) (-) m/z 69.10 100.00%
69.1
5000 /\‘J/\]\W
07.1137.1 14. 60 14. 80 15. 00 15. 20 15. 40
39]0 175.1 212.1 246.2 285. 2 341.2371.
0 .-j,h. b dy o2 21212902 22 ksl 0 Tm/z 81.10  56.34%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215929: Squalene
69.0
5000 LA L L L L L LB L L
14.60 14.80 15.00 15.20 15.40
m/z 41.00 22 .29%
29.0“ by } H- ) A 191.0 231.0 273.0 341.0 410.0
e e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0
o
14.60 14.80 15.00 15.20 15.40
5000 m/z 95.10 12.96%
137.0
29.0 107.0 191.0 231.0 273.0 341.0 410.0
e e B T e
m/z--> 50 100 150 200 250 300 350 400
Abundance #149945: Propanoic acid, 2,2-dimethyl-, [(E,E)-3,7,11-trim... R AR RN RS
69.0 14.60 14.80 15.00 15.20 15.40
m/z 68.05 10.67%
5000
1 l 136.0
2040
259 L1090 | 00020 w0 o T
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF070518\
Data File : BF107127.D

Acq On 5 Jul 2018 15:24

Operator : JU/SJ

Sample - J3853-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_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]
2-Pentanone, 4-hy... 5.19 9.9 ng 165034 1 6.95 332656 20.0
unknown6.73 6.73 71.8 ng 1194660 1 6.95 332656 20.0
unknownl12 .85 12.85 6.5 ng 121830 5 14.14 374923 20.0
Nonadecane, 1-chl... 13.95 2.4 ng 44779 5 14.14 374923 20.0
Squalene 14.98 6.7 ng 157519 6 15.69 467667 20.0
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