LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117866.D

Aca On : 19 Nov 2019 18:20

Operator :© JU

Sample : K5904-14

Misc :

ALS Vial : 16 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-BF111319.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 2.222 15 23 30 rvB 869229 1176347 17.72% 2.084%
2 5.140 510 519 527 rBV 793550 1073870 16.18% 1.903%
3 5.534 580 586 589 rBY 5195816 5359514 80.76% 9.497%
4 6.539 751 757 761 rBVY 5073538 5984956 90.18% 10.605%
5 6.687 777 782 785 rBVY 5953369 5911690 89.08% 10.475%
6 6.734 788 790 804 rVB 83656 95364 1.44% 0.169%
7 6.916 817 821 824 rBVY 1618803 1262152 19.02% 2.236%
8 7.075 843 848 851 rBVY 5427507 4677097 70.47% 8.287%
9 7.481 911 917 920 rBVY 3529379 3691153 55.62% 6.540%
10 8.204 1035 1040 1043 rBvV 1735570 1647751 24.83% 2.920%

11 9.280 1218 1223 1226 rBV 6810005 6636734 100.00% 11.760%
12 9.675 1286 1290 1293 rBV 450062 407995 6.15% 0.723%
13 9.963 1335 1339 1343 rBV 2226555 1879840 28.32% 3.331%
14 10.757 1469 1474 1477 rBV 4288972 3836272 57.80% 6.798%
15 10.857 1487 1491 1502 rVB 76001 88599 1.33% 0.157%

16 11.457 1589 1593 1595 rBV 2294705 1843791 27.78% 3.267%
17 11.480 1595 1597 1600 rVvVv 191176 154112 2.32% 0.273%
18 11.522 1600 1604 1610 rVB3 169731 150670 2.27% 0.267%
19 11.974 1674 1681 1685 rBv4 56077 105140 1.58% 0.186%
20 12.669 1796 1799 1803 rBV 167666 159828 2.41% 0.283%

21 12.904 1834 1839 1843 rVB 136994 144701 2.18% 0.256%
22 13.051 1859 1864 1867 rBV 6131554 6127889 92.33% 10.858%
23 13.963 2013 2019 2035 rBV5 141421 452927 6.82% 0.803%
24 14.104 2035 2043 2046 rBV 1594998 1437091 21.65% 2.546%
25 14.568 2118 2122 2126 rBV 91069 98081 1.48% 0.174%

26 14.886 2172 2176 2182 rBV 116462 129806 1.96% 0.230%
27 15.162 2219 2223 2226 rBV2 47063 72623 1.09% 0.129%
28 15.245 2232 2237 2240 rBV 119366 146149 2.20% 0.259%
29 15.609 2293 2299 2303 rBV 1092753 1366142 20.58% 2.421%
30 15.645 2303 2305 2309 rVB 118111 126716 1.91% 0.225%

31 16.104 2378 2383 2390 rBV 72336 119305 1.80% 0.211%
32 16.639 2469 2474 2479 rBV2 38590 72067 1.09% 0.128%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117866.D

Aca On : 19 Nov 2019 18:20

Operator :© JU

Sample : K5904-14

Misc :

ALS Vial : 16 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

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF111319.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 56436372
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117866.D

Aca On : 19 Nov 2019 18:20

Operator :© JU

Sample : K5904-14

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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: BF117866.D

6000000 6.69

553 - 7.07

5000000

4000000
7.48

3000000
2000000 6.92

1000000{ 2.22 5.14

o) I

T
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: BF117866.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117866.D

Aca On : 19 Nov 2019 18:20

Operator :© JU

Sample : K5904-14

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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.

2.22 18.64 ng 1176350 1,4-Dichlorobenzene-d4 6.92
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 50
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 10

Abundance Scan 23 (2.222 min): BF117866.D (-15) (-) m/z 73.00 100.00%
7B
5000 43
55 87
2.20 2.30 2.40 2.50 2.60
0..,....,....,...3.3,|:.'..5,0..|.'.-,..‘.37.,|..-..,....,....,... m/z 43.00 38.10%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000 LRIV IUNURE UG RS KRR
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 87.10 25.60%
o ,ﬁg 35 ,L‘| 50 | 67 ||, 80
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
7
41 55 87 2.20 2.30 2.40 2.50 2.60
5000 m/z 55.00 25.56%
29
ot W el L e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2051: 1,3-Dioxolane, 2-methyl-
73 2.20 2.30 2.40 2.50 2.60
m/z 41.00 12.53%
5000 43
58
0"|"”|"Hh“"'H*"|”"|'”'|'*”|"'w""w"
m/z--> 10 20 30 40 50 60 70 80 90 100 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117866.D

Aca On : 19 Nov 2019 18:20

Operator :© JU

Sample : K5904-14

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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.

5.14 17.02 ng 1073870 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 25
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 Butane 58 C4H10 000106-97-8 9

Abundance Scan 519 (5.140 min): BF117866.D (-510) (-) m/z 43.00 100.00%
a3
59
5000
i T sk sk sk
0...,....,....,....','::..‘?.1.-51,...‘.3?....,53.3..,...:,|....,....,....,....,...., m/z 59.00 57.77%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
a3
5000 59 480 500 520 540
m/z 101.00 21.94%
15 31 101
| ol 91 .| 83 ,
) R S SR AN AR AR RAREA RARAN AARAN AARA SALRS SRS RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59
480 500 520 540
5000 M m/z 58.00 16.10%
68
0 ILI_50 L 126 147
R I IR IR UL LI I I UL RN SRR LRSS B SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4083: Morpholine, 4-methyl- R REmas o
43 480 5.00 5.20 5.40
m/z 41.00 9.28%
5000
101
71
15
0 "'P"'I"?ﬁ""I”"I'?ﬁl'"'P"'I'?ﬁl""l”"l"'W""I”"I"'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117866.D

Aca On : 19 Nov 2019 18:20

Operator :© JU

Sample : K5904-14

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 unknown6.69 Concentration Rank 1

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

6.69 93.68 ng 5911690 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 22
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 783 (6.692 min): BF117866.D (-777) (-) m/z 131.95 100.00%
132
5000
68
9% R R L R
40 54 -8 106 6.40 6.60 6.80 7.00
o} L o I m/z 134.00 34.87%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IR R S R
6.40 6.60 6.80 7.00
2 51 m/z 67.95 30.33%
o} 2
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132
640 6.60 6.80 7.00
5000 m/z 65.95 19.99%
104
ol 14 27 39 Sl 77 g | us ‘
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! S  EEERE e
57 132 6.40 6.60 6.80 7.00
24 m/z 131.00 14 .56%
5000 98 116
) ,...t‘,m..um,.uh. HW..LL,..“u S E— 189 SN | W
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117866.D

Aca On : 19 Nov 2019 18:20

Operator :© JU

Sample : K5904-14

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 E-15-Heptadecenal Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.96 6.30 ng 452927 Chrysene-di12 14.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 E-15-Heptadecenal 252 C17H320 1000130-97-9 97
2 Cvclopentadecane 210 C15H30 000295-48-7 96
3 1-Heneicosanol 312 C21H440 015594-90-8 95
4 n-Tetracosanol-1 354 C24H500 000506-51-4 95
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 95
Abundance Scan 2019 (13.963 min): BF117866.D (-2013) (-) m/z 54.95 100.00%

5000

-

167 19, 216 248 271 13.60 13.80 14.00 14.20
m/z 57.00 98.46%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104157: E-15-Heptadecenal

%

5000

13.60 13.80 14.00 14.20
m/z 43.05  97.44%

ol 182 209224 252

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #69584: Cyclopentadecane
41 55

.

13.60 13.80 14.00 14.20
m/z 83.00 94.27%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #155046: 1-Heneicosanol e e e
55 83 13.60 13.80 14.00 14.20
m/z 97.05 85.17%

5

5000

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13 60 13. 80 14. 00 14 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117866.D

Aca On : 19 Nov 2019 18:20

Operator :© JU

Sample : K5904-14

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 Nonadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.24 2.14 ng 146149 Perylene-d12 15.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 2-methvloctacosane 408 C29H60 1000376-72-8 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Triacontane 422 C30H62 000638-68-6 90
5 Docosane 310 C22H46 000629-97-0 87
Abundance Scan 2236 (15.239 min): BF117866.D (-2232) (-) m/z 57.00 100.00%
g7
5000 85

15.00 15.20 15.40 15.60

| 34195 183 209 239 208 341
ol A “l'* B e A m/z 71.05 68.46%
m/z--> 50 100 150 200 250 300 350
Abundance #117636: Nonadecane
97
5000 85 LIRS
15.00 15.20 15.40 15.60
29 113 268 m/z 43.00 63.33%
L
ol e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
R e s S RRmE
15.00 15.20 15.40 15.60
5000 85 m/z 85.05 48.16%
113
N BEE 141,169 197 225 267 295 365 393
L L e e e A I o o e e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane T e T T
57 15.00 15.20 15.40 15.60
m/z 41.00 23.12%
85
5000
29 113
oL L by J | 141 169 197 225 253 296
L e L B e B L AL e T S o R e s S EREEamE
m/z--> 50 100 150 200 250 300 350 15.00 15.20 15.40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF111919\
Data File : BF117866.D

Acq On : 19 Nov 2019 18:20

Operator : JU

Sample : K5904-14

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF111319_.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... 2.22 18.6 ng 1176350 1 6.92 1262150 20.0
2-Pentanone, 4-hy... 5.14 17.0 ng 1073870 1 6.92 1262150 20.0
unknown6 .69 6.69 93.7 ng 5911690 1 6.92 1262150 20.0
E-15-Heptadecenal 13.96 6.3 ng 452927 5 14.10 1437090 20.0
Nonadecane 15.24 2.1 ng 146149 6 15.61 1366140 20.0

8270-BF111319.M Wed Nov 20 16:58:03 2019 Page: 9



