LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110648.D

Aca On : 10 Nov 2018 00:47

Operator : JU/SJ

Sample = J5887-03

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-BF110818 .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 2.281 28 33 41 rVB 98315 133649 5.03% 0.648%
2 5.193 523 528 546 rBV 99690 161008 6.06% 0.781%
3 5.569 588 592 611 rVB 2000907 2066987 77.84% 10.025%
4 6.575 758 763 782 rBVY 2199695 2575245 96.98% 12.490%
5 6.716 782 787 790 rBVY 2529601 2358506 88.82% 11.438%
6 6.945 822 826 832 rBV 589076 508932 19.17% 2.468%
7 7.104 848 853 856 rBY 2014023 1895893 71.40% 9.195%
8 7.510 917 922 925 rBVY 1498610 1542139 58.07% 7.479%
9 8.228 1040 1044 1055 rBV 693421 660659 24.88% 3.204%
10 9.298 1221 1226 1230 rBvV 2670171 2655427 100.00% 12.878%
11 9.692 1290 1293 1299 rVB 108000 92133 3.47% 0.447%
12 9.986 1339 1343 1347 rBV 747734 636118 23.96% 3.085%
13 10.539 1433 1437 1440 rBvV 28072 26655 1.00% 0.129%

14 10.780 1474 1478 1490 rBV 1082377 1044211 39.32% 5.064%
15 11.480 1593 1597 1599 rBvV 608661 517464 19.49% 2.510%

16 11.504 1599 1601 1606 rVB 166714 140083 5.28% 0.679%
17 11.980 1679 1682 1685 rBV 46493 43096 1.62% 0.209%
18 12.698 1800 1804 1808 rBV 127624 109377 4.12% 0.530%
19 12.927 1836 1843 1849 rBV 97162 125807 4.74% 0.610%
20 13.063 1862 1866 1869 rBV 2015174 1734135 65.31% 8.410%

21 13.257 1892 1899 1904 rBV2 23211 41835 1.58% 0.203%
22 13.939 2012 2015 2021 rBV3 66293 77153 2.91% 0.374%
23 14.127 2042 2047 2050 rBV 469231 501194 18.87% 2.431%
24 14.157 2050 2052 2057 rVB 47845 46942 1.77% 0.228%
25 14.563 2117 2121 2124 rBV2 57839 68129 2.57% 0.330%

26 14.874 2169 2174 2180 rBV2 102650 151494 5.71% 0.735%
27 15.227 2231 2234 2238 rVB 103688 116765 4._.40% 0.566%

28 15.621 2298 2301 2303 rBV 63584 78698 2.96% 0.382%
29 15.657 2303 2307 2312 rVB 251936 319828 12.04% 1.551%
30 16.074 2374 2378 2384 rVB 62991 91362 3.44% 0.443%
31 16.609 2464 2469 2475 rBV3 37188 65708 2.47% 0.319%
32 17.233 2570 2575 2577 rBV6 19155 32486 1.22% 0.158%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110648.D

Aca On : 10 Nov 2018 00:47

Operator : JU/SJ

Sample = J5887-03

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 - 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-BF110818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 20619118
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110648.D

Aca On : 10 Nov 2018 00:47

Operator : JU/SJ

Sample = J5887-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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: BF110648.D
2500000 672

6.57

2000000 5.57 7.10

1500000 751
1000000

6.95
500000

2.28 5.19 L

oL L e e e o e e LA o e e e B LA s e s e e e e LA S e s s s e e e X
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF110648.D

2500000

13.06
2000000

1500000

10.78
1000000

9.99
11.48

500000

1£.50 12.70
t 9.69 10.54 11.98 i 12/fjt 13.2€

o1 r——— A o A =5

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF110648.D

2500000
2000000
1500000

1000000

14.13
500000 15.66

13.9414 16 14.56 14.87 15.23 15#2 16.07 16.61 1793
e S, S

O T — T

T I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110648.D

Aca On : 10 Nov 2018 00:47

Operator : JU/SJ

Sample = J5887-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 6

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

2.28 5.25 ng 133649 1,4-Dichlorobenzene-d4 6.95
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 2-MethvIl-5-hexen-3-ol 114 C7H140 032815-70-6 38
4 Silane. ethvltrimethvl- 102 C5H14Si 003439-38-1 33
5 3-Hexanol, 2-methyl- 116 C7H160 000617-29-8 25

Abundance Scan 33 (2.281 min): BF110648.D (-28) (-) m/z 73.10 100.00%
741

-

5000 43.0
551 87.1
| ‘ 2.202.302.402.50 2.602.70
¥ S 1N S FPM IS NS —— Y57 E W0 [ S T B Y. L]
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
43.0 2.202.302.402.50 2.602.70
5580 87.0 m/z 55.10 29.43%
29.0
Ottt e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0
2.202.302.402.50 2.602.70
5000 41.0 550 m/z 87.10 24 _.03%
29.0
o U, ‘ IX w ‘ 97.0 112.0 129.0
R o R o R B e R AR RAR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7506: 2-Methyl-5-hexen-3-ol
73.0 2.202.302.402.50 2.602.70
0
550 m/z 41.00 13.23%
43.0
5000
270
150 ||, H
0.w.”w.”l“.”,”.w.”.“.”,m.w.”.“.”,”.w.”.“.”,”.
m/z--> 10 30 40 50 70 80 90 100 110 120 130 2.202.302.402.50 2.602.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110648.D

Aca On : 10 Nov 2018 00:47

Operator : JU/SJ

Sample = J5887-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_M
Quant Title : 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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.19 6.33 ng 161008 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 528 (5.193 min): BF110648.D (-523) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 AR RS RN LR L
| 83.0 | 480 500 520 5.40 5.60
o) Y 1 SMBMSSRSOY | OSSN NS m/z 59.00 57.48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 S SRS RN L L
480 500 520 5.40 5.60
59.0 m/z 101.00 19.90%
270 || 830 101.0
o v MOV NN VLN -1 T -~ M
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
o 250 500 520 540 550
5000 m/z 58.10 14_.17%
20.0 101.0
ol B0 Al 730 830
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime A e A
43.0 480 500 520 5.40 5.60
m/z 41.00 9.11%
5000
101.0
o 180 30 || %80 69,0 86.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110648.D

Aca On : 10 Nov 2018 00:47

Operator : JU/SJ

Sample = J5887-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 unknown6.72 Concentration Rank 1

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

6.72 92.68 ng 2358510 1,4-Dichlorobenzene-d4 6.95
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 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 788 (6.722 min): BF110648.D (-782) (-) m/z 132.00 100.00%
132.0
5000 681
96.0 PUASERE NSNS RARRERALE
40.0 540 6.40 6.60 6.80 7.00
Obrrrrrrerrrr e el e 830 Ly 2140 m/z 68.10 36.01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 LRSS AR AR

6.40 6.60 6.80 7.00
m/z 134.00 34 .23%

31.0 51.0
o | I “ I I
B L L R T AARARE A e
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
132.0
R ma e S
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 22.82%
41.0 97.0
53.0 117.0
79.0
0 “ \‘\ \‘m‘ L]y L ‘ [l
B s A e e RAma AL e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 /\.
Abundance #14491: 5-Aminoindole s A
132.0 6.40 6.60 6.80 7.00
m/z 69.10 14 _.08%
5000
104.0
66.0
ol 140 270 390 510 770 890 || 1150 ||
R L A B e e e AR R s a m
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\BF110918\
Data File : BF110648.D

Aca On : 10 Nov 2018 00:47

Operator : JU/SJ

Sample = J5887-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 1-Dodecanol, 2-octyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.94 3.08 ng 77153 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 87
2 Tetrapentacontane. 1.54-dibromo- 915 C54H108Br2 1000156-09-4 83
3 Cvclohexadecane 224 C16H32 000295-65-8 81
4 Oxalic acid. isobutvl tridecvl e... 328 C19H3604 1000309-37-8 72
5 Nonahexacontanoic acid 999 C69H13802 040710-32-5 58
Abundance Scan 2015 (13.939 min): BF110648.D (-2012) (-) m/z 57.05 100.00%
51.0
5000
“f5.1 225-1 13.60 13.80 14.00 14.20
ol—bhbibupn m/z 43.05 84.93%
miz--> 0 100 200 300 400 500 600 700 800
Abundance #143260: 1-Dodecanol, 2-octyl-
57.0

13.60 13.80 14.00 14.20
m/z 55.10 60.67%

5000

oL h 11‘1960 2600

m/z--> 0 100 200 300 400 500 600 700 800

Abundance #243727: Tetrapentacontane, 1,54-dibromo-
57.0
R R REE
13.60 13.80 14.00 14.20
5000 m/z 71.10 57.05%
ol i 1 ¥ 197026703370 415.0 499.0569.0 670.0 755.0 835.0
T B ML B e e B ERanim s e
m/iz-> 0 100 200 300 400 500 600 700 800
Abundance #81246: Cyclohexadecane e o A REREE R
55.0 13.60 13.80 14.00 14.20
m/z 97.10 46.62%
5000
‘ ﬁso 224.0
L L —— S —
m/iz-> 0 100 200 300 400 500 600 700 800 13 60 13. 80 14. OO 14. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110648.D

Aca On : 10 Nov 2018 00:47

Operator : JU/SJ

Sample = J5887-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_M
Quant Title : 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 6 Hexadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14 .56 2.72 ng 68129 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 96
2 Tricosane 324 C23H48 000638-67-5 87
3 Hentriacontane 437 C31H64 000630-04-6 83
4 Hexacosane 366 C26H54 000630-01-3 83
5 Octacosane 394 C28H58 000630-02-4 83
Abundance Scan 2121 (14.563 min): BF110648.D (-2117) (-) m/z 57.10 100.00%
57.1
5000
99.0 UL DA B B
Ot ol -"m"p-"“”mn..,..n.,....,...., m/z 71.05 61.05%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #83026: Hexadecane
57.0
5000 L DAL B BRI B B
14.20 14.40 14.60 14.80
99.0 m/z 43.10 51.15%
miz--> 0 §o 160 1éo 260 250 360 3éo 460 !
Abundance #164579: Tricosane
57.0
14.20 14.40 14.60 1480
5000 m/z 85.05 39.00%
99.0
oL 140 1970 as30 3O
miz--> 0 §o 160 1%0 260 2%0 360 3éo 460 !
Abundance #223852: Hentriacontane R B I
57.0 14.20 14.40 14.60 14.80
m/z 55.00 22 .30%
5000
99.0
o ||| 1410 1830 2250 267.0 3090 351.0 437.0
miz--> 0 5'0 1(')0 1&'30 2(')0 250 3(')0 3&'30 4(')0 ! 14'20 14. 40 14. 60 14I80 '

8270-BF110818.M Mon Nov 12 15:51:20 2018 Page: 8



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110648.D

Aca On : 10 Nov 2018 00:47

Operator : JU/SJ

Sample = J5887-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_M
Quant Title : 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 4
R.T. EstConc Area Relative to ISTD R.T.
14.87 6.05 ng 151494 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Octadecane 254 C18H38 000593-45-3 93
3 Tetratetracontane 619 C44H90 007098-22-8 70
4 Hexatriacontane 507 C36H74 000630-06-8 62
5 2-methyloctacosane 408 C29H60 1000376-72-8 62
Abundance Scan 2173 (14.868 min): BF110648.D (-2169) (-) m/z 57.10 100.00%
57.1
5000
211601 yogy 1460 140 15,00 1520
o A A R et it~ m/z 59.00 75.83%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #129490: Eicosane
57.0
5000 L LN B IS S

14.60 14.80 15.00 15.20
m/z 43.10 74.41%

13.0
| ]] 1 | ‘1‘69.0 2250 282.0

oA L e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #105884: Octadecane
57.0
R EEEEE RS
14.60 14.80 15.00 15.20
5000 m/z 55.10 64 .43%
oh i 139 169.0 254.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane R EEEEE RS
57.0 14.60 14.80 15.00 15.20
m/z 71.10 56.71%
5000
130 169.0
ol A AT 17200 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0 S —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 14.60 14. 80 15. 00 15 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF110918\
Data File : BF110648.D

Acq On : 10 Nov 2018 00:47

Operator : JU/SJ

Sample - J5887-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110818_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... 2.28 5.3 ng 133649 1 6.95 508932 20.0
2-Pentanone, 4-hy... 5.19 6.3 ng 161008 1 6.95 508932 20.0
unknown6 .72 6.72 92.7 ng 2358510 1 6.95 508932 20.0
1-Dodecanol, 2-oc... 13.94 3.1 ng 77153 5 14.13 501194 20.0
Hexadecane 14.56 2.7 ng 68129 5 14.13 501194 20.0
Eicosane 14.87 6.0 ng 151494 5 14.13 501194 20.0
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