LSC Area Percent Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF082217\
Data File : BF097979.D

Aca On : 23 Aug 2017 3:14

Operator : SJ/JU

Sample : 14914-01

Misc :

ALS Vial : 23 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 3.134 176 178 187 rBvV 47975 87584 2.54% 0.307%
2 4.951 483 487 498 rVB 190334 277265 8.05% 0.972%
3 5.363 552 557 560 rBY 3085182 3206730 93.14% 11.245%
4 6.387 725 731 737 rBVY 2832925 3442824 100.00% 12.073%
5 6.522 749 754 757 rBVY 3178297 3151347 91.53% 11.050%
6 6.745 789 792 796 rBV 898227 805432 23.39% 2.824%
7 6.904 815 819 823 rBVY 2612702 2519535 73.18% 8.835%
8 7.316 883 889 892 rBVY 2047278 2083999 60.53% 7.308%
9 8.034 1006 1011 1014 rBV 1137232 1009742 29.33% 3.541%
10 9.110 1188 1194 1197 rBV 3454177 3116299 90.52% 10.928%

11 9.498 1256 1260 1264 rBV 423420 391941 11.38% 1.374%
12 9.781 1304 1308 1312 rBV 1028546 955188 27.74% 3.349%
13 10.569 1438 1442 1450 rBV 1507744 1372202 39.86% 4.812%
14 10.692 1460 1463 1472 rBV 67750 75170 2.18% 0.264%
15 11.139 1536 1539 1542 rBV 41816 35613 1.03% 0.125%

16 11.263 1556 1560 1563 rBV 946407 812994 23.61% 2.851%
17 11.286 1563 1564 1567 rVB 100181 60553 1.76% 0.212%
18 12.474 1763 1766 1769 rBV 150736 135517 3.94% 0.475%
19 12.698 1798 1804 1807 rBV 136612 154266 4.48% 0.541%
20 12.851 1826 1830 1833 rBV 2279204 2138781 62.12% 7.500%

21 13.392 1919 1922 1927 rBV2 33884 37335 1.08% 0.131%
22 13.751 1979 1983 1988 rBV2 109054 124449 3.61% 0.436%
23 13.892 2003 2007 2011 rBV2 1033371 1268378 36.84% 4.448%

24 13.921 2011 2012 2015 rVB 70808 40210 1.17% 0.141%
25 14.004 2023 2026 2030 rVB 60231 54021 1.57% 0.189%
26 14.386 2088 2091 2093 rBV 39542 45706 1.33% 0.160%
27 14.533 2113 2116 2120 rBV 93096 107822 3.13% 0.378%
28 14.745 2150 2152 2159 rVB4 33871 43299 1.26% 0.152%
29 14.816 2162 2164 2167 rVB3 43660 36309 1.05% 0.127%
30 14.910 2177 2180 2183 rBV 53975 67363 1.96% 0.236%
31 15.198 2226 2229 2233 rBV 34247 40149 1.17% 0.141%
32 15.257 2236 2239 2242 rBV 41481 39831 1.16% 0.140%
33 15.321 2245 2250 2254 rBV 507628 577424 16.77% 2.025%
34 15.774 2324 2327 2332 rVB2 51747 71532 2.08% 0.251%

8270-BF081517.M Wed Aug 23 13:41:01 2017 Page: 1



LSC Area Percent Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF082217\
Data File : BF097979.D

Aca On : 23 Aug 2017 3:14

Operator : SJ/JU

Sample : 14914-01

Misc :

ALS Vial : 23 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 > Z:\HPCHEM1I\BNA F\METHODS\8270-BF081517 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 16.251 2405 2408 2413 rVB 40550 59431 1.73% 0.208%
36 16.809 2500 2503 2510 rVB2 43792 71588 2.08% 0.251%

Sum of corrected areas: 28517829
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LSC Report - Integrated Chromatogram

Data Path : U:\HPCHEM1\BNA F\DATA\BF082217\
Data File : BF097979.D

Aca On : 23 Aug 2017 3:14

Operator : SJ/JU

Sample : 14914-01

Misc :

ALS Vial : 23 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

Abundance TIC: BF097979.D
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF082217\
Data File : BF097979.D

Aca On : 23 Aug 2017 3:14

Operator : SJ/JU

Sample : 14914-01

Misc :

ALS Vial : 23 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.

4.95 6.88 ng 277265 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 Propane. 1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 9
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9

Abundance Scan 487 (4.951 min): BF097979.D (-483) (-) m/z 43.00 100.00%
43.0
59.0
5000
1011 BN RS SRR
| 83.0 | 460 4.80 5.00 5.20
NS 1 M S S SRS m/z 59.00 56.04%
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 L L LN UL UL B
59.0 460 480 500 520
0
150 4, 1010 m/z 101.10 19.49%
"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
460 480 500 520
5000 41.0 m/z 58.00 16.69%
73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4076: Morpholine, 4—methy|— LA L L L L LB L
43.0 460 4.80 5.00 5.20
m/z 41.05 8.84%
5000
101.0
15.0
27.0 56.0 71.0 ‘
"W”'W”mw””ﬂ'”PJlP”W'”Wﬁqﬂ””ﬁ””P'”P”'P”W'“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF082217\
Data File : BF097979.D

Aca On : 23 Aug 2017 3:14

Operator : SJ/JU

Sample : 14914-01

Misc :

ALS Vial : 23 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 unknown6.52 Concentration Rank 1

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

6.52 78.25 ng 3151350 1,4-Dichlorobenzene-d4 6.75
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 C12H15N0O 1000123-86-3 10
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 Xenon 132 Xe 007440-63-3 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 754 (6.522 min): BF097979.D (-749) (-) m/z 132.00 100.00%
132.0
5000 68.0
400 %.0 %0 640 650 6k
-0 54.0 . . .
gLl e m/z 68.05 45.62%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 IBENRERE RS SRR AR
6.20 6.40 6.60 6.80
310 510 m/z 134.00 33.46%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 Tk o ok 6o
5000 ggo 1160 m/z 66.10 28.26%
158.0 189.0
miz--> 40 60 80 100 120 140 160 180
Abundance #14395: 1,3,5-Trifluorobenzene A R e
132.0 6.20 6.40 6.60 6.80
m/z 69.05 18.55%
5000
63.0 81.0
3]\-0 SQO\ ‘\‘ bl ‘\ | 99\0 ‘11%0 |
m/z--> 40 60 80 100 120 140 160 180 620 6.40 6.60 6.80
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF082217\
Data File : BF097979.D

Aca On : 23 Aug 2017 3:14

Operator : SJ/JU

Sample : 14914-01

Misc :

ALS Vial : 23 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 Hentriacontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.77 2.48 ng 71532 Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 74
2 2-methvlhexacosane 380 C27H56 1000376-72-7 72
3 Octacosane 394 C28H58 000630-02-4 72
4 2-methvloctacosane 408 C29H60 1000376-72-8 72
5 2-methyltetracosane 352 C25H52 1000376-72-6 72
Abundance Scan 2326 (15.768 min): BF097979.D (-2324) (-) m/z 57.00 100.00%
57.0
5000
157119210551 266.1 1540 1560 1580 1600
ik m/z 85.00 70.11%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57.0
5000 A DARSR AR AR AR
mmmmmmmm
99.0 m/z 71.10 66.66%
1) | 1410 1830 2250 267.0 3090 3510 437.0
m/z--> §o 100 1éo 260 250 360 3%0 460 !
Abundance
57.0
15.40 15.60 15.80 16.00
5000 m/z 43.00 61.95%
99.0
141.0 183.0 225.0 267.0 337.0
miz-> 50 100 150 200 250 300 350 400
Abundance #209565: Octacosane L BT o e
57.0 15.40 15.60 15.80 16.00
m/z 56.05 22.03%
5000
99.0
[ L1 ] g 1410 1830 2250 2810 387.0 3940
m/z--> b 160 1éo 260 250 300 350 460 ! 1520 1560 1580 1600
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF082217\
Data File : BF097979.D

Aca On : 23 Aug 2017 3:14

Operator : SJ/JU

Sample : 14914-01

Misc :

ALS Vial : 23 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 2-methyltetracosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.25 2.06 ng 59431 Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvltetracosane 352 C25H52 1000376-72-6 86
2 Heneicosane 296 C21H44 000629-94-7 72
3 2-methvloctacosane 408 C29H60 1000376-72-8 64
4 Tridecane. l-iodo- 310 C13H271 035599-77-0 64
5 Nonacosane 408 C29H60 000630-03-5 64
Abundance Scan 2408 (16.251 min): BF097979.D (-2405) (-) m/z 57.05 100.00%
571.0
5000
99.0 HRA AR SRR BN B
38.116q 2 210.0 253.0 16.00 16.20 16.40 16.60
T B i m/z 71.05 73.61%
m/z--> 50 100 150 200 250 300 350
Abundance #185534: 2-methyltetracosane
57.0
5000 LR UM B IR B
16.00 16.20 16.40 16.60
99.0 m/z 85.05 59.78%
2% ‘ | uH L 410 1830 2250 2670 3090
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
16,00 16.20 16.40 16.60
5000 m/z 43.05 46.83%
99.0
27.0 1M01%02%D2%M%0
m/z--> 50 100 150 200 250 300 350 '
Abundance #215181: 2-methyloctacosane I a  BREEEEES B
57.0 16.00 16.20 16.40 16.60
m/z 83.00 19.80%
5000
99.0
270) | | | | | 1420 1830 2250 267.0 309.0 3650
m/z--> 50 100 150 200 250 300 350 ' 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF082217\
Data File : BF097979.D

Aca On : 23 Aug 2017 3:14

Operator : SJ/JU

Sample : 14914-01

Misc :

ALS Vial : 23 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 Nonadecane, 9-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.81 2.48 ng 71588 Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 64
2 Triacontane 422 C30H62 000638-68-6 64
3 Eicosane 282 C20H42 000112-95-8 64
4 Nonadecane 268 C19H40 000629-92-5 53
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 50
Abundance Scan 2503 (16.809 min): BF097979.D (-2500) (-) m/z 57.10 100.00%
A1
5000
99.0 LRI SR BRI SUNIRN B
141.0 183.0 2231  281.1 16.40 16.60 16.80 17.00 17.20
m/z 71.10 64 .58%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129502: Nonadecane, 9-methyl-
57.0
5000 AR R SRR SR B
1640 16.60 16.80 17.00 17 20
99.0 140.0 m/z 85.10 55.43%
iy w0220 2670
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
16.40 16.60 16.80 17.00 17.20
5000 m/z 43.05 43.46%
99.0
26,0 141.0 1830 2250 267 0 300.0 351.0 422.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane A B o
57.0 16.40 16.60 16.80 17.00 17.20
m/z 41.00 23.88%
5000
99.0
oo L |y | | 1410 w0 2250 a0
m/z--> 50 100 150 200 250 300 350 400 1640 16.60 16.80 17.00 17.20
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Tentatively ldentified Compound (LSC) summary

Data Path : U:\HPCHEMI1\BNA_F\DATA\BF082217\
Data File : BF097979.D

Acq On : 23 Aug 2017 3:14

Operator : SJ/JU

Sample : 14914-01

Misc :

ALS Vial : 23 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]
2-Pentanone, 4-hy... 4_95 6.9 ng 277265 1 6.75 805432 20.0
unknown6 .52 6.52 78.3 ng 3151350 1 6.75 805432 20.0
Hentriacontane 15.77 2.5 ng 71532 6 15.32 577424 20.0
2-methyltetracosane 16.25 2.1 ng 59431 6 15.32 577424 20.0
Nonadecane, 9-met... 16.81 2.5 ng 71588 6 15.32 577424 20.0
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