LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101818\
Data File : BF109982.D

Aca On : 19 Oct 2018 1:56

Operator : JU/SJ

Sample : J5202-01 2X

Misc :

ALS Vial : 19 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-BF101518.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 2.299 32 36 47 rVB 251652 331303 14.18% 1.347%
2 5.204 526 530 538 rVB 94723 100245 4._.29% 0.408%
3 5.592 591 596 599 rBVY 2336473 2122858 90.85% 8.633%
4 6.592 761 766 771 rBV2 2211579 2336564 100.00% 9.502%
5 6.739 787 791 795 rBVY 2545236 2207144 94.46% 8.976%
6 6.975 827 831 834 rBVY 1546408 1177292 50.39% 4.788%
7 7.128 854 857 861 rBY 1905991 1707984 73.10% 6.946%
8 7.533 922 926 929 rBVY 1685144 1323185 56.63% 5.381%
9 8.257 1045 1049 1053 rBY 1783794 1425451 61.01% 5.797%
10 9.333 1228 1232 1235 rBvV 2508952 2176466 93.15% 8.851%

11 9.722 1295 1298 1302 rBV 259762 200740 8.59% 0.816%
12 10.016 1344 1348 1352 rBV 1539783 1306586 55.92% 5.314%
13 10.804 1478 1482 1491 rBV 1265872 1056675 45.22% 4._.297%
14 11.510 1598 1602 1605 rBV 1315031 1167178 49.95% 4.747%
15 12.016 1684 1688 1690 rBV2 56462 53362 2.28% 0.217%

16 12.721 1805 1808 1810 rBV 66584 50844 2.18% 0.207%
17 12.951 1842 1847 1850 rBV 113483 117153 5.01% 0.476%
18 13.092 1867 1871 1874 rBV 2067020 1735457 74.27% 7.058%

19 13.274 1900 1902 1905 rBV3 28720 29756 1.27% 0.121%
20 13.533 1944 1946 1950 rBv4 28404 33176 1.42% 0.135%
21 13.651 1964 1966 1968 rVB 42172 28669 1.23% 0.117%

22 13.974 2018 2021 2029 rVB3 152101 185623 7.94% 0.755%
23 14.151 2047 2051 2054 rBV 1259894 1148461 49.15% 4.671%
24 14.298 2073 2076 2078 rBV 115589 97327 4_.17% 0.396%
25 14.604 2125 2128 2132 rVB 179531 156074 6.68% 0.635%

26 14.927 2180 2183 2186 rVB 215455 197496 8.45% 0.803%
27 15.280 2240 2243 2254 rVB 333097 477611 20.44% 1.942%

28 15.680 2307 2311 2321 rVB2 870417 1299515 55.62% 5.285%
29 16.151 2388 2391 2396 rVB 244133 339408 14.53% 1.380%

Sum of corrected areas: 24589603
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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\BF101818\

BF109982.D

19 Oct 2018 1:56

JussJ

J5202-01 2X

19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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\BF101818\
Data File : BF109982.D

Aca On : 19 Oct 2018 1:56

Operator : JU/SJ

Sample : J5202-01 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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.

2.30 5.63 ng 331303 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 37
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 35
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25

Abundance Scan 36 (2.299 min): BF109982.D (-32) (-) m/z 73.05 100.00%
7B
5000 43
55 87
37 220 240  2.60
Ob et L Tm/z 43.00  42.44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000 A A AL LA
43 220 240 2.60
55 87 m/z 55.10 29.45%
o ?9 35 1] | 67 ||, 80
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
7
R 87 220 240 260
5000 m/z 87.10 25.19%
29
1? “\ ‘\ ‘ miin 67\H\ . 97
G S R A S RS AR RS RS LSS SRR SRR L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8392: 3-Pentanol, 2,4-dimethyl- LA AL AL L B I
7 220 240 2.60
m/z 41.05 12.33%
5000 55
43
27
o 1B || 37\\“\ I__67 )l 8 98 115
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 220 240  2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101818\
Data File : BF109982.D

Aca On : 19 Oct 2018 1:56

Operator : JU/SJ

Sample : J5202-01 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 unknown6.74 Concentration Rank 1

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

6.74 37.50 ng 2207140 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 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 791 (6.739 min): BF109982.D (-787) (-) m/z 132.00 100.00%
5000 68
40 | 6 640 6.60 6.80 7.00
54 75 104 . . . .
o S T Y. ....|....,..?‘.7,..!.,.':..,.1.1.5.,....,'...,.. m/z 68.10 41.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 DU SRR S SRR
6.40 6.60 6.80 7.00
3 78 m/z 134.00 32.87%
138
0'w'“'w'“J”Jh'L'M'“l”'h'“'w'“l““l“'w'“'w'“l“'WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal

132

6.40 6.60 6.80 7.00

5000 67 m/z 66.00 27.06%
41 97
53 117
S Y O V.- | A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole R EEma e RRR
132 6.40 6.60 6.80 7.00

m/z 69.10 16.54%

5000

104
66
14 27 37445158 P 7T g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101818\
Data File : BF109982.D

Aca On : 19 Oct 2018 1:56

Operator : JU/SJ

Sample : J5202-01 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 3-Eicosene, (E)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.97 3.23 ng 185623 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 95
2 Cvcloeicosane 280 C20H40 000296-56-0 95
3 5-Eicosene. (E)- 280 C20H40 074685-30-6 91
4 Cvclooctadecane. ethvl- 280 C20H40 1000151-22-5 89
5 1-Dodecanol, 2-octyl- 298 C20H420 005333-42-6 83
Abundance Scan 2020 (13.968 min): BF109982.D (-2018) (-) m/z 57.10 100.00%
57
83
so00] 41
230 RN AU BRI UG
135151 174 193 210 | 252269 o9g 314 13.60 13.80 14.00 14.20
Obprerehe m/z 43.05 95.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #127771: 3-Eicosene, (E)-
4] 57
5000 RN AU BRI UL
13.60 13.80 14.00 14.20
m/z 83.10 77 .25%
ol 26 | 126 153168 196 224 252 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #127768: Cycloeicosane
55
83 LU SR N SUMI I
13.60 13.80 14.00 14.20
5000 m/z 55.00 73.76%
29
o d i 126 153168 196 224 252 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #127769: 5-Eicosene, (E)- L BT o e
55 13.60 13.80 14.00 14.20
m/z 97.10 72 .20%
83
5000
29
0 Al 126 153168 196 223 252 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13,60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101818\
Data File : BF109982.D

Aca On : 19 Oct 2018 1:56

Operator : JU/SJ

Sample : J5202-01 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 Tetracosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.60 2.72 ng 156074 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 90
2 Heptadecane 240 C17H36 000629-78-7 80
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 80
4 Hexadecane 226 C16H34 000544-76-3 80
5 Octacosane 394 C28H58 000630-02-4 80
Abundance Scan 2127 (14.598 min): BF109982.D (-2125) (-) m/z 57.10 100.00%
57
LRI LN BSUIL SN B
111 9p 168 262 a1 14.20 14.40 14.60 14.80 15.00
ol 30 L4 Ly N 108189005220 77281 302321341 m/z 71.10 62.53%
m/z--> 50 100 150 200 250 300 350
Abundance #175559: Tetracosane
57
85
5000 AR AR BRI B B
Mmmmmmmmmm
- m/z 43.10 56.24Y%
oL, |J113 141 169 197 225 253 338
m/z--> 55 100 1éo 260 2éo 300 3éo
Abundance #94344: Heptadecane
57
14.20 14.40 14.60 14.80 15.00
5000 85 m/z 85.10 47 .29%
29
m/z--> 55 100 150 260 2éo 360 3éo
Abundance #100330: 2-Bromo dodecane e
57 14.20 14.40 14.60 14.80 15.00
m/z 41.10 24 .50%
e & mﬂfﬁVAJVWNVWWAdxﬂAV“MAmnM“
29 ‘ 113 169
0 - - B R
m/z--> 50 100 150 200 250 300 350 14. 20 14. 40 14 60 14. 80 15. oo
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101818\
Data File : BF109982.D

Aca On : 19 Oct 2018 1:56

Operator : JU/SJ

Sample : J5202-01 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 Pentacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.93 3.04 ng 197496 Perylene-di12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 94
2 Tricosane 324 C23H48 000638-67-5 87
3 2-methvloctacosane 408 C29H60 1000376-72-8 87
4 Tetracosane 338 C24H50 000646-31-1 86
5 Heneicosane 296 C21H44 000629-94-7 86
Abundance Scan 2183 (14.927 min): BF109982.D (-2180) (-) m/z 57.10 100.00%
57
5000 85
113 14.60 14.80 15.00 15.20
141 169
ol LAl o7 229252272 304 3303%4 386 | nsz 71.10  70.28%
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57
5000 85 L BN SR B SURRS
14 60 14. 80 15. oo 15.20
113 m/z 43.10 62.03%
L2 d L |1?1,169139211 239 267 295 323 352
m/z--> 55 100 1éo 200 2%0 360 3éo '
Abundance #164579: Tricosane
57
14,60 14.80 15.00 15.20
5000 85 m/z 85.10 48 _45Y%
oL A LA 1741 100 197 225 255 o
m/z--> 55 160 1éo 200 250 300 3éo '
Abundance #215181: 2-methyloctacosane R AEmEEEE L
57 14.60 14.80 15.00 15.20
m/z 55.10 22.59Y%
5000 85
o 20 | | ”113‘141 169 197 225 267 295 365 393
m/z--> 5'0 1(')0 1&'30 2(')0 251;0 3(')0 3&'30 ' 14 60 14. 80 15. oo 15. 20 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101818\
Data File : BF109982.D

Aca On : 19 Oct 2018 1:56

Operator : JU/SJ

Sample : J5202-01 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 8 Hexacosane, 9-octyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.28 7.35 ng 477611 Perylene-di12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane. 9-octvl- 479 C34H70 055429-83-9 87
2 Heptacosane 380 C27H56 000593-49-7 83
3 Hexacosane 366 C26H54 000630-01-3 83
4 Heneicosane 296 C21H44 000629-94-7 83
5 2-methyloctacosane 408 C29H60 1000376-72-8 83
Abundance Scan 2243 (15.280 min): BF109982.D (-2240) (-) m/z 57.10 100.00%
57
5000 85
L DAL L B B
113 141 217 15.00 15.20 15.40 15.60
ol .\, l 1|| 160 10675 296279301326 362 | n7z  43.10 62.10%
m/z--> 50 150 200 250 300 350 400
Abundance #232377: Hexacosane, 9-octyl-
57
5000 LA BN UL IS UL
15.00 15.20 15.40 15.60
j J 13 m/z 71.10 59.79%
oL b d LUt 290 207 228 267 295 _ 36 ] 303 420
m/z--> 50 100 150 200 250 300 350 400
Abundance #202662: Heptacosane
7
15.00 15.20 15.40 15.60
5000 m/z 85.10 44 .54%
85
o ?? ‘ ;113 141 169 197 225 253 281 323 351 380
m/z--> 50 100 1%0 200 250 300 350 400
Abundance #194493: Hexacosane A e
57 15.00 15.20 15.40 15.60
m/z 55.05 26.54%
5000 85
. 290 1| | M8 141 160 107 205 253 295 323 367
m/z--> 50 100 150 200 250 300 350 400 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101818\
Data File : BF109982.D

Aca On : 19 Oct 2018 1:56

Operator : JU/SJ

Sample : J5202-01 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 Tetradecane, 2,6,10-trimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
16.15 5.22 ng 339408 Perylene-d12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 87
2 Tetratetracontane 619 C44H90 007098-22-8 87
3 Tricosane 324 C23H48 000638-67-5 87
4 Octacosane 394 C28H58 000630-02-4 86
5 Heptadecane 240 C17H36 000629-78-7 86
Abundance Scan 2391 (16.151 min): BF109982.D (-2388) (-) m/z 57.10 100.00%

5000

:

99 IR R R R e
155 207239 297332 378414 15.80 16.00 16.20 16.40

0 m/z 71.10 62.62%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #94356: Tetradecane, 2,6,10-trimethyl-
57
5000 LA L L L L L B
15.80 16.00 16.20 16.40
0
113 155 m/z 43.10 54 _64%
o 225
i i e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
517
R e e N REERE
15.80 16.00 16.20 16.40
5000 m/z 85.10 46.81%

97
26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617

i

L e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #164577: Tricosane I B e e e A

517 15.80 16.00 16.20 16.40
m/z 55.00 23.91%

99
5 ] | 141 183 225 267

oA L e MM

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 15. 80 16. 00 16. 20 16.40

8270-BF101518_.M Fri Oct 19 17:23:54 2018 Page: 9



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF101818\
Data File : BF109982.D

Acq On : 19 Oct 2018 1:56

Operator : JU/SJ

Sample - J5202-01 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101518_.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]
Butane, 2-methoxy... 2.30 5.6 ng 331303 1 6.97 1177290 20.0
unknown6.74 6.74 37.5 ng 2207140 1 6.97 1177290 20.0
3-Eicosene, (E)- 13.97 3.2 ng 185623 5 14.15 1148460 20.0
Tetracosane 14.60 2.7 ng 156074 5 14.15 1148460 20.0
Pentacosane 14.93 3.0 ng 197496 6 15.68 1299520 20.0
Hexacosane, 9-octyl- 15.28 7.3 ng 477611 6 15.68 1299520 20.0
Tetradecane, 2,6,... 16.15 5.2 ng 339408 6 15.68 1299520 20.0
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