LSC Area Percent Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011818\
Data File : BF102209.D

Aca On : 19 Jan 2018 00:22

Operator : SJ/JU

Sample : J1187-05

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:\HPCHEM1I\BNA F\METHODS\8270-BF010918.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 4.934 479 484 492 rVB 193370 288602 7.20% 0.883%
2 5.334 547 552 555 rBVY 3459749 4003999 99.91% 12.257%
3 6.363 721 727 731 rBV 3546402 4007521 100.00% 12.268%
4 6.492 744 749 752 rBVY 3962081 3961912 98.86% 12.128%
5 6.722 784 788 791 rBVY 1126015 889740 22.20% 2.724%
6 6.881 810 815 818 rBVY 3114289 2981885 74.41% 9.128%
7 7.287 879 884 887 rBVY 2315498 2449960 61.13% 7 .500%
8 8.004 1000 1006 1009 rBV 1253929 1133710 28.29% 3.471%
9 9.081 1184 1189 1192 rBV 4004595 3637677 90.77% 11.136%
10 9.157 1199 1202 1205 rBV 46342 40207 1.00% 0.123%
11 9.475 1252 1256 1259 rBV 595761 482317 12.04% 1.476%
12 9.686 1289 1292 1295 rBV 93530 72360 1.81% 0.222%
13 9.757 1300 1304 1307 rVB 1134460 1021451 25.49% 3.127%
14 10.186 1374 1377 1380 rVB 120043 90145 2.25% 0.276%
15 10.404 1409 1414 1417 rBV 58514 70282 1.75% 0.215%

16 10.545 1432 1438 1441 rBV 1978665 1823032 45.49% 5.581%
17 10.657 1453 1457 1467 rVB3 263438 370131 9.24% 1.133%

18 11.104 1530 1533 1536 rBvV 99979 84747 2.11% 0.259%
19 11.133 1536 1538 1545 rVB 61501 59425 1.48% 0.182%
20 11.239 1552 1556 1559 rBV 976303 838329 20.92% 2.566%
21 11.533 1602 1606 1609 rBV 76740 63482 1.58% 0.194%
22 11.939 1672 1675 1678 rBV 58832 41057 1.02% 0.126%
23 12.639 1790 1794 1797 rBV 63384 55842 1.39% 0.171%
24 12.822 1821 1825 1829 rBV 2461416 2412440 60.20% 7.385%
25 13.716 1972 1977 1981 rBV 90082 96269 2.40% 0.295%

26 13.868 1999 2003 2007 rBV 914248 806044 20.11% 2.467%
27 15.292 2239 2245 2248 rBV 609653 712271 17.77% 2.180%

28 15.727 2314 2319 2324 rBV2 39342 55182 1.38% 0.169%

29 16.198 2394 2399 2407 rVB2 43017 72393 1.81% 0.222%

30 16.757 2490 2494 2498 rVB3 31240 44148 1.10% 0.135%
Sum of corrected areas: 32666560
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

U:\HPCHEM1I\BNA F\DATA\BF011818\

BF102209.D

19 Jan 2018 00:22

SJ/Ju

J1187-05

19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
4000000

3000000

2000000

1000000

TIC: BF102209.D
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4.93
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7.29

0
Time-->
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4000000
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8.00
1000000

TIC: BF102209.D

10.55

9.76
11.24

9.47

s | s w0

10.66

1y 1 111{53 11.94

A
LENN B S B R S I B S N B S R

12.82

12.64

A
LI B

O

Time--> 8.00

8.50

9.00

9.50 10.00 10.50 11.00 11.50 12.00
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TIC: BF102209.D

13.87
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Time-->
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011818\
Data File : BF102209.D

Aca On : 19 Jan 2018 00:22

Operator : SJ/JU

Sample : J1187-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.93 6.49 ng 288602 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Propane. 2-ethoxv-2-methvl- 102 C6H140 000637-92-3 23
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 483 (4.928 min): BF102209.D (-479) (-) m/z 43.00 100.00%
43.0
59.1
5000
| 6.0 1°|1-1 460 480 5.00 520
ot e m/z 59.10 54.73%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L UL UL R
59.0 460 480 500 520
0
150 a0 1010 m/z 101.10 16.05%
‘ 1l ‘. ‘ 83'0 ‘
e S I S SULIULS SURIL IS IULILS IULI LS SIS LI
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
460 480 5.00 520
5000 41.0 m/z 58.00 14 .92%
31.0
69.0 870
15.0 50.0 98.0
e S I S SULIURS SURILL IS IULIULS SULILS UL I
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4485: Propane, 2-ethoxy-2-methyl- R e
59.0 4.60 4.80 5.00 5.20
m/z 41.00 8.79%
5000
87.0
29.0 41.0
S A A Y, A A B R
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011818\
Data File : BF102209.D

Aca On : 19 Jan 2018 00:22

Operator : SJ/JU

Sample : J1187-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 unknown6.49 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.49 89.06 ng 3961910 1,4-Dichlorobenzene-d4 6.72
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 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9
Abundance Scan 749 (6.492 min): BF102209.D (-744) (-) m/z 132.00 100.00%
132.0
5000 68.1
%0 %1 "% ok ok ko
o} : I B e B B m/z 68.10 40.05%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 R
5000 RS U R

6.20 6.40 6.60 6.80
m/z 134.00 33.11%

31.0 510
0 ‘ Il 1 H 1y . !
o A B W e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
e
6.20 6.40 6.60 6.80
5000 m/z 66.10 25.31%
104.0
66.0
270 510 89.0
RV N |
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R ma e
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.10 16.01%
74.0
116.0
5000 98.0
M S U T Y JONE1- s (R | O I
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011818\
Data File : BF102209.D

Aca On : 19 Jan 2018 00:22

Operator : SJ/JU

Sample : J1187-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Benzenesulfonamide, N,4-dim... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.66 8.83 ng 370131 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide. N.4-dimethvl- 185 C8H11NO2S 000640-61-9 90
2 Cvclohepta-2.4.6-trienesulfonic ... 185 C8H11NO2S 1000187-28-7 46
3 Heptacosane 380 C27H56 000593-49-7 30
4 Hexadecane 226 C16H34 000544-76-3 25
5 Tridecane, l1-iodo- 310 C13H271 035599-77-0 25
Abundance Scan 1458 (10.663 min): BF102209.D (-1453) (-) m/z 57.05 100.00%
51.0
5000
1.0
| 1710 18501651 10.40 10.60 10.80 11.00
ol S0y L m/z 71.10  66.22%
miz--> 0 50 100 150 200 250 300 350
Abundance #49672: Benzenesulfonamide, N,4-dimethyl-
91.0
5000 R AR SN AR
10.40 10.60 10.80 11.00
30.0 155.0185.0 m/z 43.10 61.72%
: 121.0
miz--> 0 50 100 150 200 250 300 350
Abundance
91.0
10.40 10.60 10.80 11.00
5000 185.0 m/z 85.10 36.74%
155.0
30.0
0 62.0 121.0
miz--> 0 éo 160 150 200 250 300 3%0
Abundance #202662: Heptacosane T B L S St
57.0 10.40 10.60 10.80 11.00
m/z 91.05 33.02%
5000
27.0 990 1410
ol 20l Ly Ty, 1410 1830 2250 2670 3230 3600 USRS |1 | G ——
miz--> 0 50 100 150 200 250 300 350 1040 10.60 10.80 11.00
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011818\
Data File : BF102209.D

Aca On : 19 Jan 2018 00:22

Operator : SJ/JU

Sample : J1187-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Heptacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.10 2.02 ng 84747 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Silane. trichlorooctadecvl- 386 C18H37CI3Si 000112-04-9 90
3 Heptadecane 240 C17H36 000629-78-7 87
4 Tetracosane 338 C24H50 000646-31-1 86
5 Hexadecane 226 C16H34 000544-76-3 86
Abundance Scan 1532 (11.098 min): BF102209.D (-1530) (-) m/z 57.00 100.00%
51.0
5000
[ 12 1e10 10180 1100 1150 1140
O A m/z 43.05 66.94%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000 L DU I B B
10.80 11.00 11.20 11.40
m/z 71.10 55.72%
OZNIhhﬁgmwlmonmzmo 323.0 380.0
m/z--> 50 100 150 200 250 300 350 '
Abundance
57.0
10.80 11.00 11.20 11.40
5000 m/z 85.00 38.37%
99.0
0 2710 135.0 175.0205.0 245.0275.0 315.0345.0 386.0
L L L L L LU UL L L |
m/z--> 50 100 150 200 250 300 350
Abundance #94345: Heptadecane L L L L L LB B
57.0 10.80 11.00 11.20 11.40
m/z 41.10 36.16%
5000
99.0
o 27.0 J “‘ | 1410 1820  240.0
m/z--> 50 100 150 200 250 300 350 ' 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011818\
Data File : BF102209.D

Aca On : 19 Jan 2018 00:22

Operator : SJ/JU

Sample : J1187-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Acetic acid, chloro-, octad... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.72 2.39 ng 96269 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid. chloro-. octadecvl ... 346 C20H39CI02 005348-82-3 94
2 1-Nonadecene 266 C19H38 018435-45-5 91
3 E-15-Heptadecenal 252 C17H320 1000130-97-9 91
4 Acetic acid. chloro-. hexadecvl ... 318 C18H35CI02 052132-58-8 87
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 87
Abundance Scan 1978 (13.721 min): BF102209.D (-1972) (-) m/z 57.00 100.00%

57.0

83.1

5000

5

300.1 13.40 13.60 13.80 14.00
m/z 43.00 87.79%

139.1 168.1

o 207.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #181284: Acetic acid, chloro-, octadecy! ester
57.0 83.0

5

13.I4O 13.I60 13.I80 14.IOO
m/z 55.00 71.26%

5000

140.0

29.0 169.0 207.0 250.0 297.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

-

Abundance
41,0
IR I I e B
83.0 13.40 13.60 13.80 14.00
5000 m/z 83.10 69.06%
111.0
o 139.0 168.0 266.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104157: E-15-Heptadecenal e T LN B e B
43.0 13.40 13.60 13.80 14.00
m/z 69.10 65.13%
o 139.0 168.0 196.0 224.0 252.0
preeep e i s e I S ST
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011818\
Data File : BF102209.D

Aca On : 19 Jan 2018 00:22

Operator : SJ/JU

Sample : J1187-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Hexacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.20 2.03 ng 72393 Perylene-di12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Pentacosane 352 C25H52 000629-99-2 87
3 Triacontane 422 C30H62 000638-68-6 86
4 Tetracosane 338 C24H50 000646-31-1 86
5 Heneicosane 296 C21H44 000629-94-7 83
Abundance Scan 2399 (16.198 min): BF102209.D (-2394) (-) m/z 57.10 100.00%
51.1
5000
L leel 0 1412 190251 o4 1550 1600 16,20 16,40 1660
ol Ll g S0 281 “m/z 71.05 59.66%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194494: Hexacosane
57.0
5000 AU R BRI
15. 80 16 00 16 20 16. 40 16 60
m/z 43.05 52.58%
0280 el | L 1410 1830 2250 267.0 309.0  366.0
m/z--> 50 100 1éo 260 2%0 360 3éo 460
Abundance
57.0
15,80 16.00 16.20 16.40 16.60
5000 m/z 85.10 41 .77%
99.0
01260 141.0 1830 2250 2670 3090 3520
m/z--> éo 160 150 200 250 360 3éo 460
Abundance #219831: Triacontane e
57.0 15.80 16.00 16.20 16.40 16.60
m/z 55.00 18.09%
5000
99.0
01260, | | | J | 1410 1830 2250 267.0 3090 3510 422.0
m/z--> éo 100 1éo 200 250 360 3éo 460 1580 1600 1620 1640 1660
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Tentatively ldentified Compound (LSC) summary

Data Path : U:\HPCHEM1\BNA_F\DATA\BF011818\
Data File : BF102209.D

Acq On : 19 Jan 2018 00:22

Operator : SJ/JU

Sample - J1187-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF010918_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]
2-Pentanone, 4-hy... 4 .93 6.5 ng 288602 1 6.72 889740 20.0
unknown6 .49 6.49 89.1 ng 3961910 1 6.72 889740 20.0
Benzenesulfonamid... 10.66 8.8 ng 370131 4 11.24 838329 20.0
Heptacosane 11.10 2.0 ng 84747 4 11.24 838329 20.0
Acetic acid, chlo... 13.72 2.4 ng 96269 5 13.87 806044 20.0
Hexacosane 16.20 2.0 ng 72393 6 15.29 712271 20.0
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