LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062719\
Data File : BF115251.D

Aca On 27 Jun 2019 23:07

Operator : HP/JU

Sample - K3528-10

Misc :

ALS Vial : 12 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-BF062119.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 4.425 418 423 431 rVB 111773 137008 2.58% 0.301%
2 5.189 548 553 556 rBY 4090624 4055213 76.28% 8.898%
3 6.236 725 731 734 rBVY 4062912 4240430 79.76% 9.304%
4 6.266 734 736 748 rVB 101031 92199 1.73% 0.202%
5 6.360 748 752 756 rBVY 4412595 4404770 82.85% 9.665%
6 6.595 788 792 795 rBVY 1660680 1283224 24.14% 2.816%
7 6.754 815 819 822 rBVY 4048529 3494449 65.73% 7.667%
8 7.154 882 887 890 rBVY 3064757 2700981 50.80% 5.926%
9 7.878 1006 1010 1013 rBV 1804418 1633154 30.72% 3.583%
10 8.954 1188 1193 1196 rBvY 5820589 4890420 91.99% 10.730%

11 9.348 1256 1260 1266 rBV 612362 535554 10.07% 1.175%
12 9.619 1302 1306 1310 rBV 2239800 1869423 35.16% 4.102%
13 10.401 1435 1439 1442 rBV 2658413 2271169 42.72% 4.983%
14 11.089 1552 1556 1560 rBV 2467788 2026058 38.11% 4._.446%
15 12.677 1821 1826 1829 rBV 5789617 5316529 100.00% 11.665%

16 13.601 1979 1983 1985 rBV2 91892 116114 2.18% 0.255%
17 13.707 1997 2001 2012 rVB 2349515 2165188 40.73% 4_.751%
18 13.912 2033 2036 2040 rBV 87780 75364 1.42% 0.165%
19 14.218 2084 2088 2092 rBV 141472 131330 2.47% 0.288%
20 14.507 2134 2137 2142 rBV 204519 195419 3.68% 0.429%

21 14.577 2145 2149 2152 rBV 125039 116488 2.19% 0.256%
22 14.806 2184 2188 2194 rBV 259281 271721 5.11% 0.596%
23 15.065 2227 2232 2241 rBV 1805488 2089658 39.30% 4 _.585%
24 15.142 2241 2245 2251 rVB 249723 300436 5.65% 0.659%
25 15.518 2304 2309 2315 rBV 212264 292331 5.50% 0.641%

26 15.953 2378 2383 2394 rVB 134285 229494 4._.32% 0.504%
27 16.465 2465 2470 2478 rVB2 65822 122854 2.31% 0.270%

28 17.065 2567 2572 2580 rVB3 44268 94174 1.77% 0.207%
29 18.618 2829 2836 2848 rVB5 151115 423883 7.97% 0.930%

Sum of corrected areas: 45575035
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062719\

BF115251.D

27 Jun 2019 23:07

HP/JU

K3528-10

12 Sample Multiplier: 1

TIC Library :
TIC Integration Parameters: LSCINT.P

C:\DATABASENNIST11.L

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062719\
Data File : BF115251.D

Aca On : 27 Jun 2019 23:07

Operator : HP/JU

Sample : K3528-10

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 unknown-01 Concentration Rank 1

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

6.36 68.65 ng 4404770 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Amphetaminil 250 C17H18N2 017590-01-1 10

Abundance Scan 752 (6.360 min): BF115251.D (-748) (-) m/z 132.00 100.00%
32
5000 68
6 TrrTTTTTT T T T T T T T
40 . 54 | 75 104 ‘ 6.00 6.20 6.40 6.60
o B 2 ol 1 R/ A M L | m/z 68.00 38.26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 AR SRR SRR
6.00 6.20 6.40 6.60
3 78 m/z 134.00 33.31%
138
0'w'“'w'“J”Jh'L'M'“l”'h'“'w'“l““l“'w'“'w'“l“'WH
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

6.00 6.20 6.40 6.60

5000 67 m/z 66.00 24.85%
41 97
53 117
S Y O V.- | A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole B L
132 6.00 6.20 6.40 6.60

m/z 69.05 15.18%

5000

104
66
14 27 37445158 P 7T g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 600 6.20 640 6.60

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062719\
Data File : BF115251.D

Aca On : 27 Jun 2019 23:07

Operator : HP/JU

Sample : K3528-10

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 4 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.81 2.60 ng 271721 Perylene-di12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Heptadecane 240 C17H36 000629-78-7 91
Abundance Scan 2189 (14.812 min): BF115251.D (-2184) (-) m/z 57.00 100.00%
57
85
5000
141 14.40 14.60 14.80 15.00 15.20
169
ol |, . ‘| l' AP A7 225252 282 | “m/z 71.05  79.80%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 N SN SR BN I
14. 40 14.60 14.80 15.00 15.20
m/z 43.00 60.73%
29 113
oLl I ] L 141 169 197 225 253 296
m/z--> 55 100 1éo 260 2%0 360 3%0 '
Abundance #215181: 2-methyloctacosane
57
14.40 14.60 14.80 15.00 15.20
5000 85 m/z 85.05 56.94%
113
N BEE 141,169 197 225 267 295 365 393
m/z--> 55 160 1éo 260 2%0 360 3%0 '
Abundance #194493: Hexacosane N I e
57 14.40 14.60 14.80 15.00 15.20
m/z 54.95 22 .50%
5000 85
. 290 1) (18 141 160 107 205 253 205 323 367
m/z--> % 1& 1% 2& 250 3& 3m ' mmmmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062719\
Data File : BF115251.D

Aca On : 27 Jun 2019 23:07

Operator : HP/JU

Sample : K3528-10

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 4
R.T. EstConc Area Relative to ISTD R.T.
15.14 2.88 ng 300436 Perylene-d12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Tetracosane 338 C24H50 000646-31-1 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tetracosane. l1ll-decvl- 479 C34H70 055429-84-0 91
5 Docosane, 7-hexyl- 394 C28H58 055373-86-9 91
Abundance Scan 2245 (15.142 min): BF115251.D (-2241) (-) m/z 57.00 100.00%
57
85
5000

14.80 15.00 15.20 15.40

3 l] | .1141 169 103211 239 267 341

0 ....,n bt e SIS o N m/z 71.05 74.14%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
5|7
5000 85 T[T Irr[rrrrrrrrprrror

14.80 15.00 15.20 15.40
m/z 43.00 61.34%

29 113
o |‘| .| ]1 Lo 141,169 197 225 253 205 323 367
—— ., R e e e B R B
m/z--> 50 100 150 200 250 300 350
Abundance #175559: Tetracosane
57
AR E R RN SR R S
85 14.80 15.00 15.20 15.40
5000 m/z 85.05 58.05%
29 113
oL 1. J J i JJ ' 141,169 197 225 253 338
= — R e e e e e e I A B M
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57 14.80 15.00 15.20 15.40
m/z 55.00 21.80%
85
5000
29 113
oL Tl JI | 141,169 197 225 253 296
et T R e o e S Emaa
m/z--> 50 100 150 200 250 300 350 14. 80 15. 00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062719\
Data File : BF115251.D

Aca On : 27 Jun 2019 23:07

Operator : HP/JU

Sample : K3528-10

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 Heptadecane, 9-octyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.52 2.80 ng 292331 Perylene-d12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Hexadecane. l-iodo- 352 C16H33l1 000544-77-4 90
5 Triacontane 422 C30H62 000638-68-6 90
Abundance Scan 2309 (15.518 min): BF115251.D (-2304) (-) m/z 57.00 100.00%
g7
85
5000

141 169197 15.20 15.40 15.60 15.80
0....|,. Il L 2P 197 225 258 281 355 m/z 71.10 76.88%

m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 LA L L L L L LB L |
15.20 15.40 15.60 15.80
m/z 43.00 61.05%
29 13 14
N 1] L7 169 107 225 253 296
L e e T
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
5[7
L EEEEEEER SRS SRR
15.20 15.40 15.60 15.80
5000 85 m/z 85.10 58.01%
113
ol 3% } L0 14 169 107 %P 267 204 323 32
A ,....,....,... T
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57 15.20 15.40 15.60 15.80
m/z 55.00 22.77%
5000 85
29 113
0 ‘ j by g lfl 169 197 225 253 295 323 367
e T R A
m/z--> 50 100 150 200 250 300 350 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062719\
Data File : BF115251.D

Aca On : 27 Jun 2019 23:07

Operator : HP/JU

Sample : K3528-10

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 Tetracosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.95 2.20 ng 229494 Perylene-di12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Tetracosane 338 C24H50 000646-31-1 94
3 Heneicosane 296 C21H44 000629-94-7 91
4 Eicosane 282 C20H42 000112-95-8 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2382 (15.948 min): BF115251.D (-2378) (-) m/z 57.00 100.00%
57
85
5000
L DA PR BRI BRI
141 169 15.60 15.80 16.00 16.20
ol 1] " '| A 120221239 265 355 m/z 71.05 75.91%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 R A A DU DU
15 60 15. 80 16. 00 16.20
m/z 85.10 60.14%
. ZF.| Ll ]11}31 141 169 107 225 253 295 323 367
m/z--> §o 100 1%0 260 250 360 350
Abundance #175559: Tetracosane
57
o 15,60 15.80 16.00 16.20
5000 m/z 43.00 59.71%
29
oL 1. J J i JJ1131 141 169 197 225 253 338
m/z--> §o 100 1%0 260 2%0 300 3%0
Abundance #141426: Heneicosane R B R R
57 15.60 15.80 16.00 16.20
m/z 55.00 23.39%
85
- \AW\%/LW
29 113
oL Tl J | 141,169 197 225 253 296
m/z--> 5'0 100 1&1;0 2(')0 251;0 3(')0 3&1;0 15 60 15. 80 16. 00 16. 20 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062719\
Data File : BF115251.D

Aca On : 27 Jun 2019 23:07

Operator : HP/JU

Sample : K3528-10

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 5-Bromo-4-oxo-4,5,6,7-tetra... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.62 4.06 ng 423883 Perylene-di12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Bromo-4-oxo0-4.5.6.7-tetrahvdro... 216 C6H5BrN202 300574-36-1 59
2 (-)-Neoclovene-(I11). dihvdro- 206 C15H26 1000152-83-6 35
3 (2Z2.4BE)-3.7.11-Trimethvl-2.4.10-... 206 C15H26 172549-29-0 30
4 2.2.6-Trimethvl-1-(2-methvl-cvcl... 218 C15H220 1000188-72-8 30
5 3(4H)-Phenanthrenone, 4a,4b,5,6,... 246 C1l7H260 057684-12-5 30
Abundance Scan 2836 (18.618 min): BF115251.D (-2829) (-) m/z 69.00 100.00%
o 95
1820 18.40 18.60 18.80
0 m/z 95.00 87 .62%
m/z--> 50 100 150 200 250 300 350
Abundance #74466: 5-Bromo-4-0x0-4,5,6, 7-tetrahydrobenzofurazan
109
45 137 218
5000 78 IR BRI SURBLSUN BURE.
160 1820 18.40 18.60 18.80
‘ m/z 109.05 72 .38%
‘ 189
0! '.'J"' Illl .I. e
m/z--> 50 100 150 250 300 350
Abundance #66213: (-)- Neoclovene (I1), dihydro-
1 109
41 103 UL DU URILILN SURIL
18.20 18.40 18.60 18.80
5000 135 191 m/z 123.00 70.73%
oL “ Ikhi?ﬁlx I:JI‘lIHIAlI JIL I‘ : |I , 298I — ——r— —— :
m/z--> 50 100 150 200 250 300 350
Abundance #66217: (2Z,4E)-3,7,11-Trimethyl-2,4,10-dodecatriene O A A o B
41 69 18.20 18.40 18.60 18.80
109 m/z 55.00 66.58%
5000
163
136 //\WMJ\WM
‘ 191
0! ———— ———
m/z--> 50 200 250 300 350 1820 18.40 18.60 18.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062719\
Data File : BF115251.D

Acq On 27 Jun 2019 23:07

Operator : HP/JU

Sample - K3528-10

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF062119_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-01 6.36 68.7 ng 4404770 1 6.60 1283220 20.0
Heneicosane 14.81 2.6 ng 271721 6 15.07 2089660 20.0
Hexacosane 15.14 2.9 ng 300436 6 15.07 2089660 20.0
Heptadecane, 9-oc... 15.52 2.8 ng 292331 6 15.07 2089660 20.0
Tetracosane 15.95 2.2 ng 229494 6 15.07 2089660 20.0
5-Bromo-4-oxo0-4,5... 18.62 4.1 ng 423883 6 15.07 2089660 20.0
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