LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG090518\
Data File : BG036567.D

Aca On : 5 Sep 2018 19:17

Operator : JU/SJ

Sample : J4741-28

Misc :

ALS Vial : 7 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 G\METHODS\8270-BG082318 .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 5.627 391 398 408 rVB 409781 658576 15.35% 3.002%
2 7.207 660 667 677 rBV 352273 614811 14.33% 2.802%
3 7.589 724 732 739 rBV 770453 1317191 30.69% 6.003%
4 8.059 805 812 818 rBV 200084 350793 8.17% 1.599%
5 8.382 859 867 873 rBV 673242 1172098 27.31% 5.342%
6 9.216 1002 1009 1019 rVvB 612490 1090570 25.41% 4_.970%
7 10.262 1181 1187 1195 rVB5 24339 46623 1.09% 0.212%
8 10.862 1281 1289 1293 rBV 286050 528794 12.32% 2.410%
9 10.914 1293 1298 1306 rVB 544033 948004 22.09% 4.321%
10 11.032 1312 1318 1323 rVB 28155 50065 1.17% 0.228%
11 12.513 1560 1570 1578 rVB 111732 179376 4.18% 0.818%
12 12.730 1600 1607 1613 rBvV 53845 98499 2.30% 0.449%
13 13.306 1696 1705 1714 rBVY 1749054 2694539 62.79% 12.281%
14 13.999 1818 1823 1828 rBvV2 38363 72519 1.69% 0.331%
15 14.058 1828 1833 1839 rvB4 28004 46797 1.09% 0.213%

16 14.128 1839 1845 1850 rBV 242751 344470 8.03% 1.570%
17 14.681 1927 1939 1945 rBV2 491708 803469 18.72% 3.662%
18 14.745 1945 1950 1956 rVB 65168 110710 2.58% 0.505%
19 15.074 1997 2006 2012 rBV 62333 98392 2.29% 0.448%
20 15.415 2059 2064 2069 rBV 77798 111470 2.60% 0.508%

21 15.474 2069 2074 2086 rVB3 20228 49619 1.16% 0.226%
22 15.726 2110 2117 2125 rVB2 59759 100338 2.34% 0.457%
23 16.032 2161 2169 2175 rVB2 36629 60823 1.42% 0.277%

24 16.167 2184 2192 2201 rBV 1419086 2185754 50.93% 9.962%
25 17.424 2399 2406 2411 rBV2 680458 1051842 24.51% 4._.794%

26 17.466 2411 2413 2420 rVB 93138 112445 2.62% 0.512%

27 18.088 2515 2519 2523 rVB3 38617 52200 1.22% 0.238%
28 18.306 2548 2556 2566 rBvV4 85942 168520 3.93% 0.768%
29 18.382 2566 2569 2575 rVB 39985 52901 1.23% 0.241%

30 20.033 2843 2850 2860 rBV 3161898 4291399 100.00% 19.558%
31 21.690 3125 3132 3140 rBV2 704901 1182407 27.55% 5.389%

32 23.376 3413 3419 3429 rVB2 72999 148780 3.47% 0.678%
33 24.892 3668 3677 3694 rBV2 374126 1146666 26.72% 5.226%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG090518\
Data File : BG036567.D

Aca On : 5 Sep 2018 19:17

Operator : JU/SJ

Sample : J4741-28

Misc :

ALS Vial : 7 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\HPCHEM1I\BNA G\METHODS\8270-BG082318.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 21941460
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG090518\
Data File : BG036567.D

Aca On : 5 Sep 2018 19:17

Operator : JU/SJ

Sample : J4741-28

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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: BG036567.D
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Abundance TIC: BG036567.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG090518\
Data File : BG036567.D

Aca On : 5 Sep 2018 19:17

Operator : JU/SJ

Sample : J4741-28

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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 unknown7.59 Concentration Rank 1

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

7.59 75.10 ng 1317190 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 22
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 732 (7.589 min): BG036567.D (-724) (-) m/z 132.10 100.00%
1321
5000 68.1
%00 S 750 T T 7R 8bo
01 R e m/z 68.10 47 .28%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
13p.0
5000 AR RN LN LR L
7.20 7.40 7.60 7.80 8.00
104.0 m/z 134.10 33.16%
51.0 66.0
ol 27.0 89.0 e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
13p.0
720 7.40 7.60 7.80 8.00
5000 m/z 66.10 31.69%
‘ 51.0 70.0 86.0 ‘ ‘
0'"I""I'”'k”'hﬂl"”l""l"‘W""I""P"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl S
57.0 13p.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 19.38%
74.0
5000 98.0 116.0
0|||||||||||||‘|‘|‘|||‘h|||“|||‘l“||‘u‘| I‘MI ||:!-5|8|.0|||||]:8|9.|0| R R R N e S
m/z--> 20 40 100 120 140 160 180 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG090518\
Data File : BG036567.D

Aca On : 5 Sep 2018 19:17

Operator : JU/SJ

Sample : J4741-28

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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 Naphthalene, 1-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.73 3.73 ng 98499 Naphthalene-d8 10.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 94
2 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 91
3 l1l.4-Methanonaphthalene. 1.4-dihv... 142 C11H10 004453-90-1 86
4 Bicvclol4.4.1Tundeca-1.3.5.7.9-p... 142 C11H10 002443-46-1 59
5 1H-Indene, l-ethylidene- 142 C11H10 002471-83-2 59
Abundance Scan 1607 (12.730 min): BG036567.D (-1600) (-) m/z 142.10 100.00%
14p.1
5000 115.1
39.1 50.0 631 741 89.1 12.40 12.60 12.80 13.00
Ol prrstt et b ottt iy oot Ml Tm/z 141.10  82.86%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19232: Naphthalene, 1-methyl-
14p.0
5000 115.0 12.40 1260 12.80 13.00
m/z 115.10 38.37%
27.0 39.0 510 630 740 890 1090 | 1260 |
m/z--> 20 30 45 §0 éo fo 80 95 100 110 120 130 140 150
Abundance #19239: Naphthalene, 2-methyl-
14p.0
12.40 1260 12.80 13.00
5000 m/z 143.10 11.95%
115.0
o 390 580 710 8.0 10900 | 1260 |||
s B & & B o 10 16 13 1% 10 1%
Abundance #19242: 1,4-Methanonaphthalene, 1,4-dihydro- L B L B L B |
141.0 12.40 12.60 12.80 13.00
m/z 139.00 8.84%
5000 115.0
o270 30 510 77 740 890 1020 | 1260 | A
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.40 12,60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG090518\
Data File : BG036567.D

Aca On : 5 Sep 2018 19:17

Operator : JU/SJ

Sample : J4741-28

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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 Diethyltoluamide Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.42 2.77 ng 111470 Acenaphthene-d10 14.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diethvltoluamide 191 C12H17NO 000134-62-3 94
2 o-Toluic acid. cvclobutvl ester 190 C12H1402 1000292-22-3 86
3 Benzamide. N.N-diethvl-4-methvl- 191 C12H17NO 002728-05-4 81
4 1-Propanone. 2-methvl-1-(2-methv... 162 C11H140 002040-21-3 58
5 Benzamide, N,N,3-trimethyl- 163 C10H13NO 006935-65-5 50
Abundance Scan 2065 (15.421 min): BG036567.D (-2059) (-) m/z 119.10 100.00%
119.1
190.2
5000 911
o O . i 1520 1540 1560 1580
Ol sl = e e e e ey m/z 190.20 48.95%
m'z-> 20 40 60 80 100 120 140 160 180
Abundance #53784: Diethyltoluamide
119.0
5000 91.0 R SULLLE UL BRI R
190.0 1520 15.40 15.60 15.80
65.0 m/z 91.10 38.26%
0 420 | 1050 | 134.0148.0162.0176.0
mz-> 20 40 60 80 100 120 140 160 180
Abundance #52946: o-Toluic acid, cyclobutyl ester
119.0
' 15.20 15.40 15.60 15.80
5000 m/z 191.10 17.39%
91.0
o 36.0 51.0 65.0 ‘ | 1360 172.0 190.0
mz-> 20 40 60 80 100 120 140 160 180
Abundance #53813: Benzamide, N,N-diethyl-4-methyl- B R ma s
119.0 15.20 15.40 15.60 15.80

m/z 65.10 14 .43%

5000

910 190.0

65.0
42.0 \ | 1050 | 1330148.0162.0176.0 |

m/z--> 20 40 60 80 100 120 140 160 180 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG090518\
Data File : BG036567.D

Aca On : 5 Sep 2018 19:17

Operator : JU/SJ

Sample : J4741-28

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.31 3.20 ng 168520 Phenanthrene-d10 17.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 68
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 60
Abundance Scan 2557 (18.312 min): BG036567.D (-2548) (-) m/z 73.10 100.00%
431 | 731
5000
129.1 213.2
97.2 185.1 256.2
157.1 2811 18.00 18.20 18.40 18.60
0 m/z 57.20 96.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 AR AR SRR RS

I T T I
18.00 18.20 18.40 18.60

83.0 -
J‘“ 1570 1850 2130 2560 m/z 60.10 88.70%
0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72647: Tridecanoic acid
73.0
43.0 18.00 18.20 18.40 18.60
5000 129.0 m/z 43.10 88.04%
171.0
970 214.0
obrer bl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid T e B e e
43.0 | 73.0 18.00 18.20 18.40 18.60
m/z 55.10 78.81%
5000 129.0
0.1.5.'?....,... L o L Emm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG090518\
Data File : BG036567.D

Aca On : 5 Sep 2018 19:17

Operator : JU/SJ

Sample : J4741-28

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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 Supraene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.38 2.60 ng 148780 Perylene-d12 24 .90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 83
2 Saualene 410 C30H50 000111-02-4 83
3 1.5.9-Undecatriene. 2.6.10-trime... 192 Cl14H24 062951-96-6 81
4 4.8.12-Tetradecatrienal. 5.9.13-... 248 C17H280 066408-55-7 64
5 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 64
Abundance Scan 3420 (23.382 min): BG036567.D (-3413) (-) m/z 69.10 100.00%
69.1
5000
137.2
207.1 23.00 23.20 23.40 23.60
Ob b by 072509 sal2 4891 L,o7T81.10  53.38Y%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #215928: Supraene
69.0
5000

23.00 23.20 23.40 23.60
m/z 41.20 25.63%

137.0
b u bt byl 191023102730 3410 4100
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #215930: Squalene
69.0
e T T
23.00 23.20 23.40 23.60
5000 m/z 68.20 13.97%
137.0
Ob i bl d 191023102730 3410 4100
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #54708: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)-
69.0 23.00 23.20 23.40 23.60
m/z 95.10 12.78%
5000
29.
123.0
o bl e e
m/z--> 50 100 150 200 250 300 350 400 450 23.00 23.20 23.40 23.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG090518\
Data File : BG036567.D

Acq On : 5 Sep 2018 19:17

Operator : JU/SJ

Sample : J4741-28

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082318_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]
unknown? .59 7.59 75.1 ng 1317190 1 8.06 350793 20.0
Naphthalene, 1-me... 12.73 3.7 ng 98499 2 10.86 528794 20.0
Diethyltoluamide 15.42 2.8 ng 111470 3 14.68 803469 20.0
n-Hexadecanoic acid 18.31 3.2 ng 168520 4 17.42 1051840 20.0
Supraene 23.38 2.6 ng 148780 6 24.90 1146670 20.0
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