LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\
Data File : BF106419.D

Aca On 14 Jun 2018 4:23

Operator : JU/SJ

Sample : J3446-02

Misc :

ALS Vial : 32 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-BF061118.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 5.201 483 487 496 rVB 243109 287305 9.47% 0.994%
2 5.607 553 556 563 rBY 2624196 2925865 96.43% 10.127%
3 6.607 722 726 735 rVB 2767586 2987400 98.46% 10.340%
4 6.748 746 750 753 rBVY 3153225 2793402 92.07% 9.669%
5 6.966 783 787 790 rBVY 1072910 847427 27.93% 2.933%
6 7.125 809 814 817 rVB 2442921 2207225 72.75% 7.640%
7 7.531 877 883 886 rBY 1893540 1949243 64.24% 6.747%
8 7.613 890 897 903 rBV 43848 56881 1.87% 0.197%
9 8.248 1001 1005 1008 rBvV 1372189 1094044 36.06% 3.787%
10 9.319 1183 1187 1191 rVB 3208957 3034120 100.00% 10.502%
11 9.389 1196 1199 1202 rVB 52268 40934 1.35% 0.142%
12 9.713 1250 1254 1257 rBV 774991 617488 20.35% 2.137%
13 9.919 1285 1289 1293 rVB 113060 88533 2.92% 0.306%
14 10.007 1300 1304 1308 rVB 1415269 1221614 40.26% 4.228%
15 10.395 1367 1370 1372 rBvV 39934 35944 1.18% 0.124%

16 10.419 1372 1374 1377 rVB 169930 124786 4.11% 0.432%
17 10.642 1405 1412 1414 rBV 57046 66772 2.20% 0.231%
18 10.801 1434 1439 1442 rBV 2244715 2054402 67.71% 7.111%
19 10.895 1452 1455 1460 rBV 151185 163695 5.40% 0.567%

20 11.342 1528 1531 1534 rBV 81955 63156 2.08% 0.219%
21 11.495 1553 1557 1560 rBV 1379682 1188973 39.19% 4._.115%
22 12.713 1761 1764 1767 rBV 45846 39104 1.29% 0.135%
23 12.942 1800 1803 1805 rBV 44623 32550 1.07% 0.113%
24 13.083 1822 1827 1830 rBV 2813089 2626937 86.58% 9.092%
25 13.965 1974 1977 1986 rBV2 78821 93918 3.10% 0.325%
26 14.107 1997 2001 2003 rBV 69310 58223 1.92% 0.202%
27 14.142 2003 2007 2010 rBV 1133400 1002055 33.03% 3.468%
28 14.601 2082 2085 2089 rBv4 34645 42637 1.41% 0.148%
29 15.212 2186 2189 2193 rBV 24813 38860 1.28% 0.135%
30 15.271 2196 2199 2206 rVB3 24478 31587 1.04% 0.109%
31 15.601 2252 2255 2260 rVB 21055 31069 1.02% 0.108%
32 15.671 2262 2267 2276 rVB 737429 933189 30.76% 3.230%
33 16.136 2342 2346 2351 rBV2 29077 46007 1.52% 0.159%
34 18.459 2736 2741 2750 rVB2 22440 65919 2.17% 0.228%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\
Data File : BF106419.D

Aca On 14 Jun 2018 4:23

Operator : JU/SJ

Sample : J3446-02

Misc :

ALS Vial : 32 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-BF061118.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 28891264
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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\BF061318\

BF106419.D

14 Jun 2018 4:23

JussJ

J3446-02

32 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\
Data File : BF106419.D

Aca On : 14 Jun 2018 4:23

Operator : JU/SJ

Sample : J3446-02

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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.

5.20 6.78 ng 287305 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 37
4 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 25
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16

Abundance Scan 487 (5.201 min): BF106419.D (-483) (-) m/z 43.00 100.00%
a3
59
5000
101 S SRR LSS SRR R
51 | 83 | 4.80 5.00 5.20 5.40 5.60
R UM m/z 59.00 59.16%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 S SRR U SRR
480 5.00 5.20 5.40 5.60
59 101 m/z 101.10 18.50%
0 s s | e 8
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
- 480 500 520 540 5.60
5000 m/z 58.00 17.50%
29 101
o 2 7383
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester T R R L R
50 480 5.00 5.20 5.40 5.60
m/z 41.00 8.43%
5000 41
68
0 Il 50 | 126 14
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\
Data File : BF106419.D

Aca On : 14 Jun 2018 4:23

Operator : JU/SJ

Sample : J3446-02

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 unknown6.75 Concentration Rank 1

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

6.75 65.93 ng 2793400 1,4-Dichlorobenzene-d4 6.97
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 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 750 (6.748 min): BF106419.D (-746) (-) m/z 131.95 100.00%
5000 68
40 % J 6.40 6.60 6.80 7.00
54 : : : :
o Jrer | wsus N "n/z 68.05 40.61%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 ISR SRS UL SRR
6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 34 .75%
0 ‘ [ H (1 ‘ “ 1
RN S UL AL AL UARLALEL SN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 6.40 6.60 680 7.00
5000 gg 116 m/z 66.00 25.93%
0 89 | 107 158 189
mz-> 20 40 60 80 100 120 140 160 180 N
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R e R
132 6.40 6.60 6.80 7.00
m/z 69.10 16.64%
117
5000
29 91
A A W W
0|'“"f'“”'Nl'”h"”'lw"”l'“ U DAL UL B SR SRS UL SRR
m/z--> 20 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\BF061318\
Data File : BF106419.D

Aca On : 14 Jun 2018 4:23

Operator : JU/SJ

Sample : J3446-02

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 4 Decane, 2,3,5-trimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
10.42 2.04 ng 124786 Acenaphthene-d10 10.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 90
2 Pentadecane 212 C15H32 000629-62-9 83
3 Heptadecane 240 C17H36 000629-78-7 83
4 Tetradecane 198 C14H30 000629-59-4 80
5 Nonane, 5-butyl- 184 C13H28 017312-63-9 80

Abundance Scan 1374 (10.419 min): BF106419.D (-1372) (-) m/z 57.00 100.00%
57
43
99 113 ' 10.20 10.40 10.60 10.80
o 127 141 155168 n/z 43 .00 65 63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48894: Decane, 2,3,5-trimethyl- L/\AM’A
57
43
71
5000 85 LN L IULRLN UL B
10,20 10.40 10,60 10.80
m/z 71.05 52.41%
29 ‘ 99 141
0 ‘ Il )l 113 I 169
m/z--> 25 Jo éo 80 100 120 140 160 180 200 220 240
Abundance
57
43 ERIRA AN SUNILN BN B
71 10.20 10.40 10.60 10.80
5000 g5 m/z 85.10 40.14%
29 9%
oL 15 113 127 141 155 169 183 212
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94346: Heptadecane
57 10.20 10.40 10.60 10.80
43 71 m/z 41.00 29.79%
85
5000
29 99
113
Oﬁwdkw | 112127 141155 169 183 197 211 m
m/z--> 20 40 60 éo 160 150 1&0 1éo 180 200 220 240 10,20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\
Data File : BF106419.D

Aca On : 14 Jun 2018 4:23

Operator : JU/SJ

Sample : J3446-02

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 Hexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.90 2.75 ng 163695 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Tetracosane 338 C24H50 000646-31-1 90
3 Heptacosane 380 C27H56 000593-49-7 90
4 Heptadecane 240 C17H36 000629-78-7 90
5 Undecane, 2,10-dimethyl- 184 C13H28 017301-27-8 72
Abundance Scan 1456 (10.901 min): BF106419.D (-1452) (-) m/z 57.00 100.00%
57
5000 g5
113 10.60 10.80 11.00 11.20
ol g T, 201 188 | w/z 71.05 68.77%
m/z--> 50 100 150 200 250 300 350
Abundance #83025: Hexadecane
57
5000 BRI SN BN
a5 10.60 10.80 11.00 11.20
29 m/z 43.00 61.94%
ol DL e e se7 2
m/z--> 50 100 150 200 250 300 350
Abundance
57
10.60 10.80 11.00 11.20
5000 P m/z 85.10 36 .58%
29
o 113 141 169 197 225 253 281 309 338
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane T T T
57 10.60 10.80 11.00 11.20
m/z 41.00 26 .25%
5000
85
o 297 | (113 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350 10,60 10.80 11.00 11.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF061318\
Data File : BF106419.D

Acq On : 14 Jun 2018 4:23

Operator : JU/SJ

Sample - J3446-02

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061118_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... 5.20 6.8 ng 287305 1 6.97 847427 20.0
unknown6.75 6.75 65.9 ng 2793400 1 6.97 847427 20.0
Decane, 2,3,5-tri... 10.42 2.0 ng 124786 3 10.01 1221610 20.0
Hexadecane 10.90 2.8 ng 163695 4 11.49 1188970 20.0
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