LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082817\
Data File : BF098098.D
Aca On : 29 Aug 2017 6:34 Instrument :
Operator : SJ/JU E?Afs el

- _ lentosampleld :
3?22'6 : 14959-06 2013-RT3425-RT880-RT45915
ALS Vial : 27 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 2.322 29 40 45 rVB5 10114 30678 1.17% 0.131%
2 4.940 481 485 497 rBV 203777 257517 9.84% 1.100%
3 5.357 551 556 559 rBY 2209512 2362531 90.25% 10.094%
4 6.375 724 729 732 rBVY 2210444 2270703 86.74% 9.702%
5 6.510 747 752 755 rBVY 2650404 2426947 92.71% 10.369%
6 6.739 787 791 795 rBV 882237 683058 26.09% 2.918%
7 6.898 813 818 821 rBVY 2062408 1879615 71.80% 8.031%
8 7.304 882 887 890 rBVY 1659020 1560895 59.63% 6.669%
9 8.022 1005 1009 1024 rBV 997272 891895 34.07% 3.811%
10 9.098 1187 1192 1195 rBvV 2856215 2617793 100.00% 11.185%

11 9.775 1302 1307 1319 rBV 974602 914108 34.92% 3.906%
12 10.563 1436 1441 1455 rBV 1397679 1461657 55.84% 6.245%
13 11.257 1555 1559 1566 rBV 1029178 906072 34.61% 3.871%
14 12.839 1824 1828 1832 rBV 2270632 2319829 88.62% 9.912%
15 13.886 2002 2006 2013 rBV 759425 691903 26.43% 2.956%

16 14.980 2189 2192 2197 rBV 59791 67187 2.57% 0.287%
17 15.309 2242 2248 2251 rBV 517967 656636 25.08% 2.805%
18 15.345 2251 2254 2259 rVB 125267 156789 5.99% 0.670%
19 15.757 2318 2324 2332 rBV 142680 219837 8.40% 0.939%
20 16.227 2397 2404 2413 rBV 150016 268389 10.25% 1.147%

21 16.780 2491 2498 2509 rVB2 115804 233332 8.91% 0.997%
22 17.433 2601 2609 2620 rBVZ2 93616 226726 8.66% 0.969%

23 18.209 2733 2741 2751 rBvV4 57021 162643 6.21% 0.695%
24 19.133 2890 2898 2910 rVB3 41064 138661 5.30% 0.592%

Sum of corrected areas: 23405401
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082817\

Data File : BF098098.D

Aca On : 29 Aug 2017 6:34

Operator : SJ/JU

3?22 le 14959-06 b013-RT3425-RT880-RT45915
ALS Vial : 27 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: BF098098.D
6.51
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Abundance TIC: BF098098.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082817\

Data File : BF098098.D

Aca On : 29 Aug 2017 6:34

Operator : SJ/JU

3?22 le 14959-06 b013-RT3425-RT880-RT45915
ALS Vial : 27 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.94 7.54 ng 257517 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Acetone 58 C3H60 000067-64-1 10
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Butane 58 C4H10 000106-97-8 9

Abundance Scan 485 (4.940 min): BF098098.D (-481) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 B SAEDENREAENARRENARRE
| 83.0 460 4.80 5.00 5.20
RN | MBS f | L Al ST FSSNEESM NS m/z 59.10 52.14%
m/z--> 0 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 L UL L
59.0 460 480 500 520
0
150 4, ‘ 1010 m/z 101.00 20.18%
0“W““VLWH”ﬂ“WL“V”WH“V“§%QVH4““V“W““V“W““
m/z--> 0 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 16.26%
o 73.0 126.0 1420
L LR R A R AR AR RAARN RERRA RRALS LR LAY LAY LAY LA KRS N
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #214: Acetone LI LN L B N N LR |
43.0 460 4.80 5.00 5.20
m/z 41.00 8.36%
5000
15.0
58.0
27.0
0“EP“HLWHWV“HL“V“WH“V“W““V“W““V“W““V“W““
m/z--> 0 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 : Z:\HPCHEM1\BNA F\DATA\BF082817\

Data File : BF098098.D

Aca On : 29 Aug 2017 6:34

Operator : SJ/JU

3?22 le 14959-06 b013-RT3425-RT880-RT45915
ALS Vial : 27 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 unknown6.51 Concentration Rank 1

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

6.51 71.06 ng 2426950 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 752 (6.510 min): BF098098.D (-747) (-) m/z 132.10 100.00%
1301
5000 68.1
96.1 IR SR R SRR
40.0 0 6.20 6.40 6.60 6.80
ol 1. m/z 68.10 46.11%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 IRSENRARE SRS RSN SRR
6.20 6.40 6.60 6.80
310 5L0 m/z 134.00 32.82%
0 ‘ L1 H 1 ‘ 1
L L UL SUL LI I S S SIS UL S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 o5 ok oko b
5000 ogo 1160 m/z 66.00 29 .45%
158.0 189.0
e L S L L WL B WL S S
m/z--> 20 40 60 80 100 120 140 160 180 A
Abundance #14079: Benzene, 1-ethenyl-3,5-dimethyl- T AT
132.0 6.20 6.40 6.60 6.80
117.0 m/z 69.05 18.34%
5000
65.0 91.0
0'¥QQ"fi9"'l”"l"'W"" 'J'I""I”"I"" IRSENRARE SRR RSN SRR
m/z--> 20 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\BF082817\

Data File : BF098098.D

Aca On : 29 Aug 2017 6:34

Operator : SJ/JU

3?22 le 14959-06 b013-RT3425-RT880-RT45915
ALS Vial : 27 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 4 Hexacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.98 2.05 ng 67187 Perylene-di12 15.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 87
2 Heneicosane 296 C21H44 000629-94-7 87
3 Octacosane 394 C28H58 000630-02-4 86
4 Triacontane 422 C30H62 000638-68-6 86
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 80
Abundance Scan 2192 (14.980 min): BF098098.D (-2189) (-) m/z 57.05 100.00%
57.0
5000
e 14160 2460 1500 1520 |
141.1 283.0 . . . .
ol j, :-I.'J.-||, Loy 2080 2830  w/z 71.10 82.27%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000
14.60 14.80 15.00 15.20
99.0 m/z 85.10 61.25%
oL 0l J | 1410 1830 2250 267.0 3090  367.0
m/z--> 55 160 1%0 260 250 300 3%0 '
Abundance
57.0
14.60 14.80 15.00 15.20
5000 m/z 43.05 56.53%
99.0
27.0 141.0 183.0 225.0 266.0296.0
m/z--> 55 160 1%0 260 250 360 3%0 '
Abundance #209566: Octacosane AR R T
57.0 14.60 14.80 15.00 15.20
m/z 55.00 25.21%
5000
99.0
0 27,00 | | | , 141.0 183.0 225.0 281.0 337.0 394.0
LRI UL UL UL UL UL UL SRR LN IR SR SUNILE I
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20

8270-BF081517.M Tue Aug 29 14:01:21 2017 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082817\

Data File : BF098098.D

Aca On : 29 Aug 2017 6:34

Operator : SJ/JU

3?22 le 14959-06 b013-RT3425-RT880-RT45915
ALS Vial : 27 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 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.76 6.70 ng 219837 Perylene-d12 15.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 87
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
Abundance Scan 2325 (15.762 min): BF098098.D (-2318) (-) m/z 57.05 100.00%
57.0
5000
99.1
141. 1 183.2 15.40 15.60 15.80 16.00
0 ...L, d Ll 882 e m/z 71.05 80.82%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000
15.40 15.60 15.80 16.00
99.0 m/z 85.10 63.31%
m/z--> 50 160 1%0 200 2%0 360 3%0 '
Abundance
57.0
15.40 15.60 15.80 16.00
5000 m/z 43.00 49 .46%
99.0
oL 27.0 1410 183.0 2250 267.0 309.0  365.0
m/z--> 55 160 150 200 250 300 3%0 '
Abundance #194493: Hexacosane L L L L L N LB B
57.0 15.40 15.60 15.80 16.00
m/z 55.00 22 .62%
5000
99.0
oLl §ohy o, 410 1830 2250 267.0 309.0  367.0
m/z--> 55 160 1%0 200 250 300 3%0 ' 15%0 1560 1580 1600 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082817\

Data File : BF098098.D

Aca On : 29 Aug 2017 6:34

Operator : SJ/JU

3?22 le 14959-06 b013-RT3425-RT880-RT45915
ALS Vial : 27 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 9 Heptadecane, 9-octyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.21 4.95 ng 162643 Perylene-d12 15.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Hexatriacontane 507 C36H74 000630-06-8 87
Abundance Scan 2741 (18.209 min): BF098098.D (-2733) (-) m/z 57.10 100.00%

BN

5000
13.1 o 2820 17.80 18.00 18.20 18.40 18.60
o m/z 71.05 65.97%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #185535: Heptadecane, 9-octyl-
7.0
5000 LA B L B L L L L L LB

17.80 18.00 18.20 18.40 18.60
m/z 85.05 49.03%

13.0
ol 10771690 2390 5040 3550
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
17.80 18.00 18.20 18.40 18.60
5000 m/z 43.05  43.82%
0 1130 1600 225.0 2810 337.0 394.0 "¢N‘,wmﬂkaﬂwj[\¥~NW,¢JVW¢¢AWW
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane B EEE e
57.0 17.80 18.00 18.20 18.40 18.60
m/z 99.00 17.76%
5000
0 130 ,169.0 2250 2810 337.0 393.0 449.0 505.0 562.0 617.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 17.80 18.00 18.20 18.40 18 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082817\
Data File : BF098098.D

Aca On : 29 Aug 2017 6:34

Operator : SJ/JU

Sample = 14959-06

Misc :

ALS Vial : 27 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 10 Hentriacontane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.13 4.22 ng 138661 Perylene-di12 15.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Hentriacontane 437 C31H64 000630-04-6 87
3 Octacosane 394 C28H58 000630-02-4 86
4 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 80
5 Triacontane 422 C30H62 000638-68-6 80
Abundance Scan 2898 (19.133 min): BF098098.D (-2890) (-) m/z 57.10 100.00%
57.1
9.0 U UL SURILSN BN
“ || 1412 2090 18.80 19.00 19.20 19.40
o..J;L. e m/Zz 71.05  79.58%
m/z--> 50 150 200 250 300 350 400
Abundance #194493: Hexacosane
57.0
5000 R SRR R SURE LR B
18 80 19. oo 19. 20 19. 40
99.0 m/z 85.05 61.18%
oL L j W\‘H f }410 1830 225.0 267.0 309.0 367.0
m/z--> 55 100 150 200 250 360 3%0 460 !
Abundance
57.0
18.80 19.00 19.20 19.40
5000 m/z 43.05 49 .29%
99.0
o 141.0 183.0 225.0 2670 309.0 351.0 437.0
m/z--> 55 160 1%0 200 250 360 3%0 460 !
Abundance #209565: Octacosane T
57.0 18.80 19.00 19.20 19.40
m/z 99.00 23.31%
5000
99.0
oL “l | }410 1830 2250 2810 337.0 3940
m/z--> 5'0 1(')0 150 2(')0 250 300 350 4(')0 ! 18.80 19.00 19.'20 19.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF082817\

Data File : BF098098.D

Acg On : 29 Aug 2017 6:34

Operator : SJ/JU

3?22 le - 14959-06 2013-RT3425-RT880-RT45915
ALS Vial : 27 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... 4.94 7.5 ng 257517 1 6.74 683058 20.0
unknown6.51 6.51 71.1 ng 2426950 1 6.74 683058 20.0
Hexacosane 14.98 2.0 ng 67187 6 15.31 656636 20.0
Heneicosane 15.76 6.7 ng 219837 6 15.31 656636 20.0
Heptadecane, 9-oc... 18.21 5.0 ng 162643 6 15.31 656636 20.0
Hentriacontane 19.13 4.2 ng 138661 6 15.31 656636 20.0
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