LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081518\
Data File : BF108173.D

Aca On : 15 Aug 2018 18:48

Operator : JU/SJ

Sample : J4477-01

Misc :

ALS Vial : 6 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-BF080818 .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 2.372 3 6 12 rVB 432697 556469 9.81% 1.196%
2 5.260 492 497 506 rBV 652535 855262 15.08% 1.838%
3 5.648 557 563 566 rBY 4444365 4343101 76.56% 9.332%
4 6.637 725 731 734 rBVY 4205508 4812899 84.84% 10.342%
5 6.790 752 757 760 rBVY 4815910 4650214 81.97% 9.992%
6 7.013 792 795 799 rVB 1309283 1180685 20.81% 2.537%
7 7.172 818 822 826 rBVY 3909148 3545867 62.50% 7.619%
8 7.578 885 891 894 rBVY 3223453 3102505 54.69% 6.667%
9 8.301 1009 1014 1017 rBvV 1781290 1561504 27.52% 3.355%
10 9.372 1191 1196 1200 rBV 5559423 5673138 100.00% 12.190%

11 9.760 1259 1262 1267 rVB 335795 296209 5.22% 0.636%
12 10.060 1309 1313 1317 rBV 1916270 1835023 32.35% 3.943%
13 10.854 1444 1448 1460 rBV 2933152 2760979 48.67% 5.933%
14 11.560 1564 1568 1570 rBV 2123142 1814680 31.99% 3.899%
15 11.583 1570 1572 1575 rVB 204736 161464 2.85% 0.347%

16 12.060 1648 1653 1656 rBV 143723 164711 2.90% 0.354%

17 12.089 1656 1658 1663 rVB2 62576 66294 1.17% 0.142%
18 12.172 1669 1672 1675 rBV2 58730 69492 1.22% 0.149%
19 12.613 1744 1747 1750 rBV2 35857 57807 1.02% 0.124%

20 12.777 1771 1775 1779 rBV 379603 330486 5.83% 0.710%

21 13.007 1808 1814 1819 rBV 314335 436218 7.69% 0.937%
22 13.148 1833 1838 1841 rBV 4954648 4497983 79.29% 9.665%
23 13.336 1863 1870 1872 rBV2 46237 87751 1.55% 0.189%
24 14.054 1989 1992 2001 rVB2 217077 326885 5.76% 0.702%
25 14.213 2014 2019 2022 rBV 1379331 1375301 24.24% 2.955%

26 14.236 2022 2023 2026 rVB 123448 74341 1.31% 0.160%
27 14.654 2092 2094 2099 rVB2 77414 66402 1.17% 0.143%
28 14.983 2147 2150 2153 rVB 79012 86126 1.52% 0.185%
29 15.301 2201 2204 2207 rBV 88933 119059 2.10% 0.256%
30 15.636 2258 2261 2267 rVB 66730 92308 1.63% 0.198%

31 15.707 2269 2273 2278 rVB 90203 135273 2.38% 0.291%
32 15.777 2279 2285 2289 rBV 886918 1269634 22.38% 2.728%
33 16.242 2361 2364 2370 rVB 90376 132571 2.34% 0.285%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081518\
Data File : BF108173.D

Aca On : 15 Aug 2018 18:48

Operator : JU/SJ

Sample : J4477-01

Misc :

ALS Vial : 6 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 46538641
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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:\SVOASRV\HPCHEMI\BNA F\DATA\BF081518\

BF108173.D

15 Aug 2018 18:48

JussJ

J4477-01

6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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:\SVOASRV\HPCHEMI\BNA F\DATA\BF081518\
Data File : BF108173.D

Aca On : 15 Aug 2018 18:48

Operator : JU/SJ

Sample : J4477-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 4

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

2.37 9.43 ng 556469 1,4-Dichlorobenzene-d4 7.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 43
3 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 38
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23

Abundance Scan 6 (2.372 min): BF108173.D (-3) (-) m/z 73.10 100.00%
741
5000 43.1
55.1 871
| ‘ 240 250 2.60 2.70 2.80
Obrrrprrrrrrrrr i prse e e e e || M/z 4310 46.46%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 AR SRR RN B R
43.0 2.40 2.50 2.60 2.70 2.80
~ 5850 87.0 m/z 55.10 31.66%
29.0
G R R A A AN SRS AR RARES RSN LA RARRN SRR RARE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8392: 3-Pentanal, 2,4-dimethyl-
73.0
240 250 2.60 2.70 2.80
0
5000 550 m/z 87.10 26.68%
43.0
27.0
ol 150 ), w | |, 8.0 980 1150
miz--> 10 20 3'0 4'0 5 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol R B
73.0 2.40 2.50 2.60 2.70 2.80
87.0 m/z 41.10 15.04%
5000 41.0 550
29.0 ‘
0 1, ‘ ‘ L w ‘ . 99.0 1120 129.0
m/z--> 10 20 3'0 40 50 6|0 70 80 90 100 110 120 130 240 2.50 2.60 2.70 2.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081518\
Data File : BF108173.D

Aca On : 15 Aug 2018 18:48

Operator : JU/SJ

Sample : J4477-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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.

5.26 14.49 ng 855262 1,4-Dichlorobenzene-d4 7.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 42
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 497 (5.260 min): BF108173.D (-492) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 IERRERARA SRR SRR AR
5.00 5.20 5.40 5.60
Obr ey 51Ol 690 831 | 7T eg 10 53.98%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LRI I RS I UL
59.0 500 5.20 540 5.60
m/z 101.10 15.35%
31|.o 830 g30 1010
ottt e e e e e
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
" 500 520 540 560
5000 m/z 58.10 14 .60%
41.0
29.0 101.0
o o 1l].s00 ] 730 860 |
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl-
59.0 5.00 5.20 5.40 5.60
m/z 41.10 8.68%
5000 41.0
31.0
69.0 87.0
0 15.0 ““ ‘m‘ 510“‘ : . 98.0
Tryrrrryrrrryrrrr[rrrr[rrrr[1rrrr[rrrr[rrrrrrr T rrorT —v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—ﬁ
m/z--> 0 20 30 40 50 60 70 8 9 100 110 5.00 5.20 5.40 5.60

8270-BF080818.M Thu Aug 16 11:04:55 2018 Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081518\
Data File : BF108173.D

Aca On : 15 Aug 2018 18:48

Operator : JU/SJ

Sample : J4477-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 unknown6.79 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.79 78.77 ng 4650210 1,4-Dichlorobenzene-d4 7.02
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 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 9
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
Abundance Scan 757 (6.790 min): BF108173.D (-752) (-) m/z 132.00 100.00%
132.0
5000 68.0
0051 || N J 6.40 6.60 6.80 7.00 7.20
0 B m/z 68.05 45_.91%
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 U LA R UL

6.I40 6.60 6.80 7.00 7.20
m/z 134.00  34.05%

31.0 510
0 e
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
R e N S BN
6.40 6.60 6.80 7.00 7.20
5000 m/z 66.10 30.52%
70.
1m0, w0 | ||
Ot e e e e e
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R e R
57.0 132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.05 18.49%
74.0
116.0
5000 98.0
0 T | ‘l 1 “Ml W IwH“ “‘l Lo/l T 158.0 T 189.0
Trrryrrrryrrrrryrrrrryrrrrryrrrryrrrr [ rrr 11 rrrr _l_l_l_l—rl_l_l_l—l_l_l'
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081518\
Data File : BF108173.D

Aca On : 15 Aug 2018 18:48

Operator : JU/SJ

Sample : J4477-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Cycloeicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.05 4.75 ng 326885 Chrysene-di12 14.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvcloeicosane 280 C20H40 000296-56-0 99
2 3-Eicosene. (E)- 280 C20H40 074685-33-9 98
3 5-Eicosene. (E)- 280 C20H40 074685-30-6 96
4 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 93
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 93
Abundance Scan 1991 (14.048 min): BF108173.D (-1989) (-) m/z 43.10 100.00%
5000
13.80 14.00 14.20 14.40
. 302.1
I 2231 m/z 55.10 99.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #127768: Cycloeicosane
54,0
83.0
5000 UL AL SO DU B
29.0 13.80 14.00 14.20 14.40
m/z 57.10 93.43%
ol | 139.0 168.0 196.0 224.0 252.0 280.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #127771: 3-Eicosene, (E)-
57.0

13.80 14.00 14.20 14.40
m/z 83.10 81.61%

5000
29.0 111.0
o J | 139.0 167.0 196.0 224.0 252.0 280.0
S
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #127769: 5-Eicosene, (E)- R EmEEES L
55.0 13.80 14.00 14.20 14.40
m/z 69.10 79.14%
83.0
5000
29.0 111.0
0 J 1 139.0 167.0 196.0 223.0 252.0 280.0
el SN
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081518\
Data File : BF108173.D

Aca On : 15 Aug 2018 18:48

Operator : JU/SJ

Sample : J4477-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Heptadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.24 2.09 ng 132571 Perylene-d12 15.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 89
2 Heneicosane 296 C21H44 000629-94-7 68
3 2-methviltetracosane 352 C25H52 1000376-72-6 64
4 Tridecane. 6-propvl- 226 C16H34 055045-10-8 53
5 Decane, l-iodo- 268 C10H211 002050-77-3 53

Abundance Scan 2364 (16.242 min): BF108173.D (-2361) (-) m/z 57.10 100.00%

51.1

5000

113.0141.1 172.0 206.1 238.1266.1 16.00 16.20 16.40 16.60

0 m/z 43.10 67.86%
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57.0
85.0
5000 LA L L L L LB
16. 00 16 20 16. 40 16. 60
29.0 m/z 71.10 65.66%
ey “ﬁmmm%mm 240.0
e e e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
R A maa s S
85.0 16.00 16.20 16.40 16.60
5000 ' m/z 85.10 44 53%
29.0 113.0
oL Ly L 3001600107 0225 00500 206.0
e e e
m/z--> 50 100 150 200 250 300 350
Abundance #185534: 2-methyltetracosane EEEE BRI
57.0 16.00 16.20 16.40 16.60
m/z 99.10 19.70%
5000 850
29.0 113.0
oL il | (] 14101600107.02050263.0  309.0337.0
T T T T e e e T e T R A maa s S
m/z--> 50 100 150 200 250 300 350 16. 00 16 20 16. 40 16. 60
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z:\SVOASRV\HPCHEM1I\BNA_F\DATA\BF081518\

BF108173.D

15 Aug 2018 18:48

Ju/sJ

J4477-01

6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name

unknown6.79
Cycloeicosane
Heptadecane

8270-BF080818.M Thu Aug 16 11:04:57 2018

2.37 9.4 ng
5.26 14.5 ng
6.79 78.8 ng
14.05 4.8 ng
16.24 2.1 ng

RT EstConc Units Response

Butane, 2-methoxy. ..
2-Pentanone, 4-hy...

556469
855262
4650210
326885
132571

|--Internal Standard---|
| # RT Resp Conc]

1 7.02 1180690 20.0
1 7.02 1180690
1 7.02 1180690 20.0
5 14.21 1375300 20.0
6 15.78 1269630 20.0
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