LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122718\

Data File : BF111769.D

Aca On : 27 Dec 2018 18:18 Instrument :

Operator : JU/SJ EﬁAfs el
- _ lentosampleld :

3?22Ie : J6426-01 10X Cle e

ALS Vial : 17 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-BF121918.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 2.175 12 15 19 rVB 50185 66890 6.92% 0.905%
2 5.540 584 587 592 rVB 183787 169993 17 .59% 2.299%
3 6.545 754 758 764 rBV 195118 187295 19.38% 2.533%
4 6.681 777 781 788 rVB 230782 189715 19.63% 2.566%
5 6.910 816 820 823 rBV 863590 774111 80.09% 10.470%

7.063 843 846 850 rVvB 203591 159242 16.48% 2.154%
7.457 910 913 918 rVB 130308 114278 11.82% 1.546%
1034 1038 1041 rBV 1178843 929252 96.15% 12.569%
9.263 1216 1220 1225 rBV 267921 228456 23.64% 3.090%
9.351 1231 1235 1243 rBV7 9340 18456 1.91% 0.250%

=
QOO ~NO®
oo
=
O
N

11 9.945 1332 1336 1340 rBV2 1135887 966500 100.00% 13.073%
12 10.733 1467 1470 1475 rBV 146086 119505 12.36% 1.616%
13 11.145 1537 1540 1544 rBV 42988 39867 4.12% 0.539%
14 11.433 1585 1589 1593 rBV 1135023 926286 95.84% 12.529%
15 12.892 1834 1837 1842 rVB 178210 194933 20.17% 2.637%

16 13.016 1855 1858 1861 rVB 241880 217331 22.49% 2.940%
17 13.586 1953 1955 1959 rVB 178272 147047 15.21% 1.989%
18 13.915 2009 2011 2015 rVB 223192 198897 20.58% 2.690%
19 14.074 2035 2038 2041 rBvV 907790 789832 81.72% 10.683%
20 14.233 2062 2065 2068 rVB 333804 310897 32.17% 4._.205%

21 14.539 2115 2117 2121 rBV 303395 269226 27.86% 3.641%
22 15.568 2289 2292 2295 rBV 347413 375315 38.83% 5.076%

Sum of corrected areas: 7393324
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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\HPCHEM1\BNA F\DATA\BF122718\
BF111769.D

27 Dec 2018 18:18

JussJ

J6426-01 10X

17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

P001-DS001-01

Abundance

1500000

1000000

500000

2.18

TIC: BF111769.D

6.91

0
Time-->
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I
4.50 5.00
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1500000

1000000

500000

TIC: BF111769.D

11.43

8.19 9.95

10.73 11.15

J

9.35

124892

0
Time-->

12.00

11.50
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L T
9.50 10.00 10.50

12.50

13.00
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1500000

1000000

500000

TIC: BF111769.D

14.54 15.57

14.23

13.92

13.59

0
Time-->
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14.00 14.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122718\

Data File : BF111769.D

Aca On : 27 Dec 2018 18:18

Operator : Ju/SJ

ﬁ?ggle ; J6426-01 10X LD
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 unknown6.68 Concentration Rank 5

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

6.68 4.90 ng 189715 1,4-Dichlorobenzene-d4 6.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 17
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 781 (6.681 min): BF111769.D (-777) (-) m/z 132.00 100.00%
132
5000 68
75 o | " ok ok 7ho
54 104 : : : :
..,....,....,...:,“!.‘.‘.7,:!..??:..l,....,.5.‘?.,..!.,.-:..,....,...., L m/z 68.10 39.92%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
N
5000 DU S A
69 6.40 6.60 6.80 7.00
57 76 m/z 134.00 31.13%
|| |‘ 89 103
"P”'P”'P'Jmh“ﬁ“”v'”PJLI””h”mlhmlyﬁl””l'”I”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
640 6.60 6.80 7.00
5000 m/z 66.10 26 .58%
33 44 o g7 105
"I"”I""I"'W""?%"éﬁ"'l"TFI'ﬁql"'Ll"J' }}ﬁl""l""l'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole LI LN LR I l/\l T
132 6.40 6.60 6.80 7.00
m/z 69.10 17.21%
5000
104
66
14 27 37445158 7 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
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122718\

Data File : BF111769.D

Aca On : 27 Dec 2018 18:18

Operator : Ju/SJ

ﬁ?ggle ; J6426-01 10X LD
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Phenol, 4,4"-(1-methylethyl.._. Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.89 4.94 ng 194933 Chrysene-di12 14 .07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.4"-(l-methvlethvlidene... 228 C15H1602 000080-05-7 91
2 2.2-Bis-(4-hvxroxvphenv)-butane 242 C16H1802 000077-40-7 72
3 2.4(1H.3H)-Pvrimidinedione. 1.3-... 228 C9H16N203Si 089447-84-7 59
4 2H.8H-Benzoll.2-b:3.4-b"1dipvran... 228 C14H1203 000523-59-1 53
5 Acridine, 9-chloro- 213 C13H8CIN 001207-69-8 50
Abundance Scan 1837 (12.892 min): BF111769.D (-1834) (-) m/z 213.10 100.00%
213
5000 JL(
| 19 12,60 12.80 13.00 13.20
52 : : : :
ol 'ﬂ ol "-' . -. A28t | 242 265 201318388 350 e 0T o4 Ay
m/z--> 100 150 200 250 300 350
Abundance #84555: Phenol, 4,4'-(1- methylethylldene)bls
213
5000 LR B UL IR B
12.60 12.80 13.00 13.20
119 m/z 119.10 21.68%
15 39 65 91 | 141 165183 .
m/z--> 50 100 150 200 250 300 350
Abundance #95926: 2,2-Bis-(4-hyxroxyphenyl)-butane
213
12,60 12.80 13.00 13.20
5000 m/z 43.10 16.78%
242
39 65 9}J‘ \ 141 169 195 | |
m/z--> 50 100 150 200 250 300 350
Abundance #84853: 2,4(1H,3H)-Pyrimidinedione, 1,3-dimethyl-5-[(trime... R EREE mm s
213 12.60 12.80 13.00 13.20
m/z 228.15 14 .94%
5000
73
h | 100 143 170368 |
m/z--> 50 100 150 200 250 300 350 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122718\
Data File : BF111769.D

Aca On : 27 Dec 2018 18:18

Operator : JU/SJ

Sample : J6426-01 10X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

P001-DS001-01

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 7

Peak Number 4 Pentacosane

R.T. EstConc Area Relative to ISTD R.T.
13.59 3.72 ng 147047 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 83
2 Tridecane. 6-propvl- 226 C16H34 055045-10-8 81
3 Octadecane. 1l-chloro- 288 C18H37ClI 003386-33-2 80
4 Decane. l1l-iodo- 268 C10H211 002050-77-3 80
5 Sulfurous acid, butyl heptadecyl... 376 C21H4403S 1000309-18-4 72

Abundance Scan 1956 (13.592 min): BF111769.D (-1953) (-) m/z 57.10 100.00%
57
5000 85 M/JJLMﬂWNNNJhﬂﬂﬂww«JAJwWﬁ
11 13120 13.40 13.60 13.80 14.00
149 192 221
Ay -l.'l, Loy sy 220 257 288 320312360 401428483 | /7 43.10  65.44%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #185533: Pentacosane ’//L,//lf\j\w
7
5000 85 AR AR SRR AN
anmmmmmmm
113 m/z 71.10 53.79%
29 Iy [ LA 1h,180, 211 239 267 295 33 352
m/z--> 50 160 1éo 260 2%0 360 3éo 460 4éo
Abundance #83030: Tridecane, 6-propyl-
43
71 AR AR SRR RN
13.20 13.40 13.60 13.80 14.00
5000 m/z 85.10 44 . 71%
99 126 154 183
,,l‘l‘,.[,J,Jilldlilllhmn,|,2,2,6, S
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #134595: Octadecane, 1-chloro- e
57 13.20 13.40 13.60 13.80 14.00
m/z 55.10 24 .60%
5000 85 NMJJHWWJWMhMAf(MVNNJAWNWA
29
N}M%mmmmsm
m/z--> 5'0 1(')0 150 2(')0 251;0 3(')0 35'30 4(')0 4&'30 13 20 13. 40 13 60 13 80 14. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122718\

Data File : BF111769.D

Aca On : 27 Dec 2018 18:18

Operator : Ju/SJ

ﬁ?ggle ; J6426-01 10X LD
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Octadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.92 5.04 ng 198897 Chrysene-di12 14 .07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 93
2 Docosane 310 C22H46 000629-97-0 93
3 Tetracosane 338 C24H50 000646-31-1 87
4 Heptadecane 240 C17H36 000629-78-7 87
5 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 86

Abundance Scan 2012 (13.921 min): BF111769.D (-2009) (-) m/z 57.10 100.00%

57
85
5000

J 37 169 197 253 287 324347 383 413 446 481 13.60 13.80 14.00 14.20
b LS S0 o2 293, 267 324347 383 413 446 481 | T 71,10 73.89%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #105886: Octadecane
57
5000 85 LA L L L L L B LB L |
13.60 13.80 14.00 14.20
29 m/z 43.10 70.24%
I e e B e IR e o B e e B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #153223: Docosane
57
R RRRRE R R e E Ry
13.60 13.80 14.00 14.20
5000 85 m/z 85.10 62.15%
113
] J J J Jljul l183 211 5 310 M
B e e e e I B A A o o B N L e o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #175557: Tetracosane AR e R RR
57 13.60 13.80 14.00 14.20
m/z 55.10 26 .95%
5000 85 M

29 113
| ] | ) 777,141 169 197 225 253 281 309 338

m/z--> 50 100 150 200 250 300 350 400 450 13 60 13. 80 14. 00 14 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122718\

Data File : BF111769.D

Aca On : 27 Dec 2018 18:18

Operator : Ju/SJ

ﬁ?ggle ; J6426-01 10X LD
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 1
R.T. EstConc Area Relative to ISTD R.T.
14.23 7.87 ng 310897 Chrysene-di12 14 .07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 98
2 Tricosane. 2-methvl- 338 C24H50 001928-30-9 95
3 Tridecane. l-iodo- 310 C13H271 035599-77-0 91
4 Heptacosane 380 C27H56 000593-49-7 87
5 Heneicosane 296 C21H44 000629-94-7 87

Abundance Scan 2064 (14.227 min): BF111769.D (-2062) (-) m/z 57.10 100.00%

5000
113 155 o 359 14.00 14.20 14.40 14.60
o 233 261285 322 383 428 490 m/z 71.10 66.53%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #175559: Tetracosane
57
85
5000 LA L L L L L L L LB
14.00 14.20 14.40 14.60
29 m/z 43.10 65.79%
| ﬂ1}3141169197225253 338
o L N I i i B e B LA Lo A o o o o e e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #175566: Tricosane, 2-methyl-
43
R RAREE e
14.00 14.20 14.40 14.60
5000 71 m/z 85.10 40.00%
99
‘ J127155183211239267295323
I L T B i B B e LI I L L o O BRI o o S
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #152416: Tridecane, 1-iodo- R mEEEE RS S
57 14.00 14.20 14.40 14.60
m/z 41.10 29.11%
5000 8 W
113 183
,‘|, 05 e - - FENNNN R
m/z--> 50 100 150 200 250 300 350 400 450 14.00 14. 20 14. 40 14 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122718\

Data File : BF111769.D

Aca On : 27 Dec 2018 18:18

Operator : Ju/SJ

ﬁ?ggle ; J6426-01 10X LD
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Octacosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14 .54 6.82 ng 269226 Chrysene-di12 14 .07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 96
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 93
3 Docosane 310 C22H46 000629-97-0 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Tetratetracontane 619 C44H90 007098-22-8 87
Abundance Scan 2117 (14.539 min): BF111769.D (-2115) (-) m/z 57.10 100.00%
57
5000 85

14.20 14.40 14.60 14.80

J |13 141 160 107 225 269293319 350 378 407 438 472

0 ”.,....“...,..”,....,”..,...w....,.”.,...., m/z 43.10 63.62%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #209566: Octacosane
517
5000 85 LA L L L L L L |
14.20 14.40 14.60 14.80
- m/z 71.10 61.17%
| ] 113141 169 197 225 253 281 309 337 365 394
e B LA A e o e e e B e o o o I
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #185535: Heptadecane, 9-octyl-
5[7
R R REE
14.20 14.40 14.60 14.80
5000 85 m/z 85.10 44 _03%

113 239
} [ 141 169 197 267 294 323 352

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #153223: Docosane R A REER R
57 14.20 14.40 14.60 14.80
m/z 41.10 25.53%
5000 85
113
| [T 4t 183211239067 310
B e L e B B o B R RmE B
m/z--> 50 100 150 200 250 300 350 400 450 14.20 14.40 14.60 14.80

8270-BF121918_.M Fri Dec 28 15:51:02 2018 Page: 8



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF122718\

Data File : BF111769.D

Acq On : 27 Dec 2018 18:18

Operator : JU/SJ

3?22Ie ; J6426-01 10X LD
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121918_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]
unknown6 .68 6.68 4.9 ng 189715 1 6.91 774111 20.0
Phenol, 4,4"-(1-m... 12.89 4.9 ng 194933 5 14.07 789832 20.0
Pentacosane 13.59 3.7 ng 147047 5 14.07 789832 20.0
Octadecane 13.92 5.0 ng 198897 5 14.07 789832 20.0
Tetracosane 14.23 7.9 ng 310897 5 14.07 789832 20.0
Octacosane 14 .54 6.8 ng 269226 5 14.07 789832 20.0
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