LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF101118\
Data File : BF109794.D

Acq On : 11 Oct 2018 18:40

Operator : JU/SJ

Sample - J5302-06

Misc :

ALS Vial : 11 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\HPCHEM1\BNA_F\METHODS\8270-BF100818_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 height area % max. total
1 4.898 475 478 491 rBvV 28297 41233 2.42% 0.309%
2 5.316 546 549 582 rBVY 881481 1184114 69.48% 8.869%
3 6.339 720 723 741 rBV 975937 1268194 74.41% 9.499%
4 6.463 741 744 780 rVB 1225948 1510761 88.65% 11.315%
5 6.692 780 783 799 rBvV 312507 433837 25.46% 3.249%

6.845 806 809 828 rBV 981168 1092084 64.08% 8.180%
7.257 875 879 908 rBvV 527021 871784 51.15% 6.530%
7.975 997 1001 1026 rBV 414193 582025 34.15% 4 _.359%
9.045 1179 1183 1209 rBV 1451697 1704225 100.00% 12.764%
9.722 1294 1298 1308 rBV 575276 616907 36.20% 4.621%

=
QO ~NO®

11 10.504 1428 1431 1457 rBV 480315 707868 41.54% 5.302%
12 11.198 1546 1549 1566 rBV 386632 534026 31.34% 4_.000%
13 12.780 1814 1818 1837 rBV 1006399 1128847 66.24% 8.455%
14 13.827 1992 1996 2010 rBV 395660 492527 28.90% 3.689%
15 14.298 2069 2076 2080 rBV2 28782 31467 1.85% 0.236%

16 14.592 2122 2126 2130 rBV 62815 58782 3.45% 0.440%
17 14.904 2174 2179 2184 rBV 104357 111385 6.54% 0.834%
18 15.227 2229 2234 2237 rBV 352952 549843 32.26% 4.118%
19 15.645 2299 2305 2315 rBV 127990 194904 11.44% 1.460%
20 16.103 2377 2383 2388 rBvV 79636 137314 8.06% 1.028%

21 16.633 2468 2473 2480 rVB2 30781 57258 3.36% 0.429%

22 17.256 2574 2579 2586 rVB5 12610 24692 1.45% 0.185%

23 17.997 2701 2705 2717 rVBS8 6238 17348 1.02% 0.130%
Sum of corrected areas: 13351425
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1I\BNA_F\Data\BF101118\

BF109794.D

11 Oct 2018 18:40

JussJ

J5302-06

11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100818_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\HPCHEM1\BNA F\Data\BF101118\
Data File : BF109794.D

Acq On : 11 Oct 2018 18:40

Operator : JU/SJ

Sample - J5302-06

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.46 Concentration Rank 1

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

6.46 69.65 ng 1510760 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
3 Bicyclo[4.2.0]octa-1,3,5-triene, ... 132 C10H12 028749-81-7 9
4 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 744 (6.463 min): BF109794.D (-741) (-) m/z 132.00 100.00%
132
5000 68
6 rrrTrrTTTrTTr T TR T T T
40 54 ‘ 75 104 6.20 6.40 6.60 6.80
.,....,...:Il!.‘.‘?,:!..61.:.-.|,....,..f??,..!.,.':..,.1.1.5.,....,'...,.. m/z 68.10 A44.38%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 U RS RN U
6.20 6.40 6.60 6.80
0
3 4 51 78 m/z 134.00 31.98%
W'”'l'”WJ'W'”'P'JI“'W'”'P'“I”'W'”'P'“I“'W'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
620 640 6.60 680
5000 m/z 66.00 28.30%
33 44 o g7 105
51 60 T 78 g5 | 115 ‘
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132 6.20 6.40 6.60 6.80
m/z 69.05 18.29%
117
5000
39 91
51 65 ‘
27 77 105
.,..Jw...jp“..ﬂﬂ.ﬁﬁ.l..“..W,§4.J:.gﬁ.. .“.ll }?ﬁ“t....
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF101118\
Data File : BF109794.D

Acq On : 11 Oct 2018 18:40

Operator : JU/SJ

Sample - J5302-06

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 5

R.T. EstConc Area Relative to ISTD R.T.
14.90 4.05 ng 111385 Perylene-di12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 2-methyloctacosane 408 C29H60 1000376-72-8 91
4 10-Methylnonadecane 282 C20H42 056862-62-5 91
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
Abundance Scan 2178 (14.898 min): BF109794.D (-2174) (-) m/z 57.05 100.00%

57
85
5000
—v—v—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—
113 14.60 14.80 15.00 15.20
141
- | , y .J-.“, Lty 19 200 81 m/z 71.10 70.33%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85

14.60 14.80 15.00 15.20
m/z 43.05 65.37%

29
PUL ) MR, 14 169 197 205 253 205 323 367
et e e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
AR e R RARE
85 14.60 14.80 15.00 15.20
5000 m/z 85.10 59.25%
29 113
UL )y i) 241 169 197 225 253 296
e I e B e e e IR A e e e o e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57 14.60 14.80 15.00 15.20
m/z 41.00 24 .46%
5000 85
113
200 | || |77, 141 160 197 225 267 295 365 393
e e e e e R RREEE R EE s
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF101118\
Data File : BF109794.D

Acq On : 11 Oct 2018 18:40

Operator : JU/SJ

Sample - J5302-06

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3
R.T. EstConc Area Relative to ISTD R.T.
15.64 7.09 ng 194904 Perylene-d12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-methyloctacosane 408 C29H60 1000376-72-8 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Pentacosane 352 C25H52 000629-99-2 91
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2304 (15.639 min): BF109794.D (-2299) (-) m/z 57.10 100.00%
57
85
5000
13 141 " 15.40 15.60 15.80 16.00
- 1 l|, Ly 91 . m/z T71.05 72.64%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
g7
85
5000
15.40 15.60 15.80 16.00
m/z 43.05 61.56%
29 113
| I ] L 141 169 197 225 253 296
m/z--> 50 100 1%0 200 250 300 350 '
Abundance #215181: 2-methyloctacosane
g7
' 15.40 15.60 15.80 16.00
5000 85 m/z 85.10 53.71%
113
290 1§17y (14 169 197 225 267 295 365 393
m/z--> 50 100 15 200 250 300 350 '
Abundance #202661: Heptacosane
57 15.40 15.60 15.80 16.00
m/z 55.05 21.18%
5000 85
29 113 14
0L 77,141 169 197 225 253 281 309 337 380
m/z--> 50 100 1%0 260 250 300 350 ' 1540 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF101118\
Data File : BF109794.D

Acq On : 11 Oct 2018 18:40

Operator : JU/SJ

Sample - J5302-06

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Eicosane Concentration Rank 7

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

16.63 2.08 ng 57258 Perylene-di12 15.23

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Eicosane, 9-octyl- 394 C28H58 013475-77-9 90
4 Octacosane 394 C28H58 000630-02-4 86
5 2-methyloctacosane 408 C29H60 1000376-72-8 86

Abundance Scan 2473 (16.633 min): BF109794.D (-2468) (-) m/z 57.05 100.00%
57
85
5000
113 R N R N EEERE RS
J 141 169 208 282 16.40 16.60 16.80 17.00
b T ..!.,....,....,...., m/z 71.10 87.12%
m/z--> 50 150 200 250 300 350 400
Abundance #129491: Eicosane
57
5000 85 LA L L L L LB
29 16. 40 16. 60 16. 80 17. 00
m/z 43.00 64 .52%
J L M8 141 169 197 225 253 282
I T I o e o o L A o e o e e o o o
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57
R N R N EEERE RS
16.40 16.60 16.80 17.00
5000 85 m/z 85.05 64 .46%
113 141
Ll 77,14 169 197 225 253 281 309 337 365 437
B o e o B L B o e e e B o e i
m/z--> 50 100 150 200 250 300 350 400
Abundance #209567: Eicosane, 9-octyl-
43 16.40 16.60 16.80 17.00
m/z 55.00 24.78%
71
5000
99 238 281
‘ | 127 155 183 211 | 309 336 365 392
— A A A A e e e R N R N EEERE RS
m/z--> 50 100 150 200 250 300 350 400 16. 40 16. 60 16. 80 17. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF101118\
Data File : BF109794.D

Acq On : 11 Oct 2018 18:40

Operator : JU/SJ

Sample - J5302-06

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100818_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]
unknown6 .46 6.46 69.7 ng 1510760 1 6.69 433837 20.0
Hexacosane 14.90 4.0 ng 111385 6 15.23 549843 20.0
Heneicosane 15.64 7.1 ng 194904 6 15.23 549843 20.0
Eicosane 16.63 2.1 ng 57258 6 15.23 549843 20.0
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