LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102918\

Data File : BF110261.D

Aca On : 29 Oct 2018 14:39 Instrument :
Operator : JU/SJ BNA_F

Sample  : J5624-04 Sl
Misc i PA-SED-02

ALS Vial : 13 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-BF102318.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 2.316 33 39 46 rVB 268677 358304 12.84% 1.593%
2 5.210 527 531 546 rVB 88397 113581 4_.07% 0.505%
3 5.593 591 596 599 rBVY 2457636 2342664 83.97% 10.413%
4 6.593 760 766 776 rBV2 2386941 2789977 100.00% 12.402%
5 6.740 786 791 794 rBVY 2738326 2521366 90.37% 11.208%
6 6.969 826 830 833 rBV 769235 638820 22.90% 2.840%
7 7.122 852 856 860 rBY 2056722 1867006 66.92% 8.299%
8 7.534 920 926 939 rBVY 1478686 1580562 56.65% 7.026%
9 8.251 1044 1048 1063 rBV 878289 826224 29.61% 3.673%
10 9.328 1226 1231 1234 rBVY 2903544 2651850 95.05% 11.788%

11 9.716 1293 1297 1303 rBvV 317607 282580 10.13% 1.256%
12 10.010 1343 1347 1358 rBV2 943654 834076 29.90% 3.708%
13 10.804 1478 1482 1496 rBV 1441598 1365309 48.94% 6.069%
14 11.504 1597 1601 1609 rBV 795947 706200 25.31% 3.139%

15 12.963 1842 1849 1855 rVB3 13331 30671 1.10% 0.136%
16 13.086 1866 1870 1874 rBVY 2004529 1886810 67.63% 8.387%
17 13.969 2017 2020 2025 rBvV 49046 58132 2.08% 0.258%
18 14.151 2047 2051 2059 rBvV 632016 617207 22.12% 2.744%
19 14.286 2071 2074 2080 rVB 42426 40098 1.44% 0.178%
20 14.592 2123 2126 2130 rBV 61339 59109 2.12% 0.263%
21 14.916 2177 2181 2187 rVB 74158 79043 2.83% 0.351%
22 14.998 2191 2195 2198 rVB 41666 42982 1.54% 0.191%
23 15.268 2237 2241 2247 rVB 74749 87877 3.15% 0.391%
24 15.680 2305 2311 2321 rVB 379404 569608 20.42% 2.532%
25 16.133 2383 2388 2395 rVB 54996 87404 3.13% 0.389%
26 16.668 2474 2479 2486 rBV3 33514 58971 2.11% 0.262%
Sum of corrected areas: 22496431
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102918\
Data File : BF110261.D

Aca On : 29 Oct 2018 14:39

Operator : JU/SJ

Sample : J5624-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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: BF110261.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102918\
Data File : BF110261.D

Aca On : 29 Oct 2018 14:39

Operator : JU/SJ

Sample : J5624-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 3

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

2.32 11.22 ng 358304 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 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 12
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 10

Abundance Scan 40 (2.322 mm) BF110261.D (-33) (-) m/z 73.10 100.00%

73.1
5000 43.0
55.1 87.1

220 240 260
e e e e e | M7z 43.00 38.37%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0

5000 SRBANEEBY SRR
43.0 2 20 2.40 2. 60
550 87.0 m/z 55.10 27.73%
29.0
"I"'I:ll""'Il:'l"l""l""Il'I"I""I""I""I'"'I""I""
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 A
2 20 2.40 2. 60
5000 410 55.0 m/z 87.10 26 .86%
29.0 ‘
b L L L e wse wes
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4436: Pentane, 3-methoxy- T
73.0 2 20 2. 40 2. 60

m/z 40.95 12.87%

5000
45.0
29.0
55.0 ‘ 101.0

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 220 2.40 260
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102918\
Data File : BF110261.D

Aca On : 29 Oct 2018 14:39

Operator : JU/SJ

Sample : J5624-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.21 3.56 ng 113581 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 45
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 25
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 531 (5.210 min): BF110261.D (-527) (-) m/z 42.95 100.00%
43.0
59.0
5000
101.0 SRR SRR RN
| 831 | 480 5.00 520 5.40 5.60
SNBSS | S S m/z 59.00 57.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LS AR I
59.0 480 500 520 540 5.60
m/z 101.00 18.71%
N 830 1010
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
54.0
480 500 520 540 560
5000 41.0 m/z 58.00 16.03%
"w"“|'“'|“'Jhk'w'“”i'”'zﬁqw"“l'“'l“"v"w%???'“%?%q'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime R B e
43.0 480 5.00 520 5.40 5.60
m/z 41.00 9.59%
5000
101.0
150 310 [ 80490 g0 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 | | 4.80 500 520 540 5.60

8270-BF102318.M Tue Oct 30 16:01:56 2018 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102918\
Data File : BF110261.D

Aca On : 29 Oct 2018 14:39

Operator : JU/SJ

Sample : J5624-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 unknown6.74 Concentration Rank 1

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

6.74 78.94 ng 2521370 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 791 (6.740 min): BF110261.D (-786) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 PUASEBESSRBYRERRE SN
400 540 6.40 6.60 6.80 7.00
bbb bl J8O | 10601169 Wl n/; 68.10  38.07%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 o T o o T
a0 /S m/z 134.00 32.89%
‘ 79.0 :
'I”'W"”Ll'Wh'”lmLIPme”'“PJ“I}R?q'Jﬁ'”'l'”I”
m/z--> 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-
132.0
117.0 6.40 6.60 6.80 7.00
5000 m/z 66.00 24 .28%
39.0 910
o | o oo | awmo || |
\ 1l [ \\ | 1
miz> 20 30 40 50 60 70 80 90 100 110 130 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine T
132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.25%
5000
33.0 44.0 00 105.0
60.0 00 | | 1s0
m/z--> 20 30 40 5'0 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\BF102918\
Data File : BF110261.D

Aca On : 29 Oct 2018 14:39

Operator : JU/SJ

Sample : J5624-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Hexacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .92 2.56 ng 79043 Chrysene-di12 14.15
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 Hentriacontane 437 C31H64 000630-04-6 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 2182 (14.921 min): BF110261.D (-2177) (-) m/z 57.00 100.00%
57.0
5000
99.1 LA SRR SR BRI
l Il J 155. 1Jrfal 1 14.60 14.80 15.00 15.20
] b L B B aaa m/z 71.05 60.31%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194494: Hexacosane
57.0
5000 LR B SULRLLN B B

14,60 14.80 15.00 15.20
m/z 43.00 59.08%

99.0
s IJ 141.0 183.0 225.0 267.0 300.0 366.0

m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
R R e e A
14.60 14.80 15.00 15.20
5000 m/z 85.05 54.81%
99.0
1500 | |l |4 | ) 1410 1830 2050 296.0
s o e T L B e B
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane R R o e e
57.0 14.60 14.80 15.00 15.20
m/z 41.10 20.23%
5000

9.0
Ll 1410 1830 2250 267.0 309.0 351.0 393.0 436.0

m/z--> 50 100 150 200 250 300 350 400 14 60 14. 80 15. 00 15 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102918\
Data File : BF110261.D

Aca On : 29 Oct 2018 14:39

Operator : JU/SJ

Sample : J5624-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Hentriacontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.27 3.09 ng 87877 Perylene-d12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Hexacosane 366 C26H54 000630-01-3 90
3 Docosane 310 C22H46 000629-97-0 90
4 Tetracosane 338 C24H50 000646-31-1 87
5 Octacosane 394 C28H58 000630-02-4 87
Abundance Scan 2241 (15.268 min): BF110261.D (-2237) (-) m/z 57.00 100.00%
57.0
5000
99.1 L SRR SUN B B
| 141. 1 183 2 15.00 15.20 15.40 15.60
| ..J“... e | | M/z  71.05  68.79%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane
57.0
5000 L B BULELLE BRI UL

15.00 15.20 15.40 15.60
m/z 43.10 58.73%

99.0
]l 1‘ | ; 141.0 183.0 2250 267.0 309.0 351.0 393.0 436.0

m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57.0
R mE e RRAS B
15.00 15.20 15.40 15.60
5000 m/z 85.05 46.04%
99.0
chL g 1410 1830 225.0 267.0 309.0  367.0
A B L e e L e et
m/z--> 50 100 150 200 250 300 350 400
Abundance #153222: Docosane R B o o R S e
57.0 15.00 15.20 15.40 15.60
m/z 55.05 20.47%
5000
99.0
Ly o 183.0 2250 267.0 3100
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\BF102918\
Data File : BF110261.D

Aca On : 29 Oct 2018 14:39

Operator : JU/SJ

Sample : J5624-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 6
R.T. EstConc Area Relative to ISTD R.T.
16.13 3.07 ng 87404 Perylene-di12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Pentacosane 352 C25H52 000629-99-2 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 90
Abundance Scan 2387 (16.127 min): BF110261.D (-2383) (-) m/z 57.05 100.00%
5%.0
5000
1 gf;l o e 15580 16,00 1620 16.40
iy Mg e o T B S m/z 71.05 58.71%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209565: Octacosane
57.0
5000 L U B DU RS
mmmmmmmm
99.0 m/z 43.10 58.01%
BERY || | }41 -0 1830 2250 2810 337.0 3940
m/z--> §o 10 150 200 250 360 3éo 460
Abundance #185533: Pentacosane
57.0
15,80 16.00 16.20 16.40
5000 m/z 85.05 45 .13%
99.0
26,0 | 4| 1% 1830 2250 2670 3090 3520
m/z--> §o 100 1éo 260 250 360 3éo 460
Abundance #219831: Triacontane o
57.0 15.80 16.00 16.20 16.40
m/z 55.00 25.21%
5000
99.0
260, | | | J | 1410 1830 2250 267.0 3090 3510 422.0
m/z--> §o 100 1éo 200 250 360 3éo 460 1580 1600 1620 1640 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102918\
Data File : BF110261.D

Aca On : 29 Oct 2018 14:39

Operator : JU/SJ

Sample : J5624-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 2-methyltetracosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.67 2.07 ng 58971 Perylene-d12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvltetracosane 352 C25H52 1000376-72-6 90
2 Octacosane 394 C28H58 000630-02-4 83
3 Hentriacontane 437 C31H64 000630-04-6 80
4 2-methvloctacosane 408 C29H60 1000376-72-8 80
5 Pentacosane 352 C25H52 000629-99-2 74
Abundance Scan 2479 (16.668 min): BF110261.D (-2474) (-) m/z 57.05 100.00%
51.0
5000
99.1 AR SUNILR SRR B
llhﬁ“munl 16.40 16.60 16.80 17.00
I L B e o A N A I o o S S m/z 43.00 60.51%
m/z--> 50 100 150 200 250 300 350 400
Abundance #185534: 2-methyltetracosane
57.0
5000 LR B UL IR UL
16,40 16.60 16.80 17.00
99.0 m/z 71.00 56.48%
AL .‘. Il 1340 1830 2250 agro 300
m/z--> 50 100 150 200 250 300 350 400
Abundance #209565: Octacosane
57.0
16,40 16.60 16.80 17.00
5000 m/z 85.00 48.27%
99.0
e vEy }410 1830 2250 2810 387.0 3940
m/z--> b 100 150 260 250 300 350 400 '
Abundance #223851: Hentriacontane R EEREE RS
57.0 16.40 16.60 16.80 17.00
m/z 99.10 22 .28%
5000
99.0
Ly a0 1830 225.0 267.0 309.0 351.0 393.0 436.0
m/z--> 50 100 1éo 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\HPCHEMI1\BNA_F\DATA\BF102918\
Data File : BF110261.D

Acq On : 29 Oct 2018 14:39

Operator : JU/SJ

Sample - J5624-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102318_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... 2.32 11.2 ng 358304 1 6.97 638820 20.0
2-Pentanone, 4-hy... 5.21 3.6 ng 113581 1 6.97 638820 20.0
unknown6.74 6.74 78.9 ng 2521370 1 6.97 638820 20.0
Hexacosane 14.92 2.6 ng 79043 5 14.15 617207 20.0
Hentriacontane 15.27 3.1 ng 87877 6 15.69 569608 20.0
Octacosane 16.13 3.1 ng 87404 6 15.69 569608 20.0
2-methyltetracosane 16 .67 2.1 ng 58971 6 15.69 569608 20.0
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