LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\
Data File : BF106892.D

Aca On : 28 Jun 2018 1:09

Operator : JU/SJ

Sample : J3693-03

Misc :

ALS Vial : 29 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-BF061918 .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 5.183 481 484 495 rBB 37895 39920 3.41% 0.477%
2 5.589 550 553 566 rBB 522871 500503 42.81% 5.984%
3 6.589 720 723 732 rBV 360800 316634 27.08% 3.786%
4 6.730 743 747 750 rBV 981848 874566 74.81% 10.457%
5 6.954 782 785 788 rBV 320928 247361 21.16% 2.958%
6 7.113 807 812 815 rBV 888930 796995 68.17% 9.529%
7 7.519 876 881 884 rBV 640231 684219 58.53% 8.181%
8 8.236 999 1003 1020 rBB 325187 286053 24.47% 3.420%
9 9.313 1181 1186 1189 rBV 1219568 1110671 95.00% 13.279%
10 9.701 1247 1252 1257 rBB 33633 27847 2.38% 0.333%
11 9.995 1298 1302 1305 rBV 333387 274961 23.52% 3.288%
12 10.030 1305 1308 1311 rVB 25420 22209 1.90% 0.266%
13 10.648 1410 1413 1416 rVB 71547 58417 5.00% 0.698%
14 10.789 1433 1437 1441 rBV 706486 646378 55.29% 7.728%
15 10.842 1443 1446 1450 rVvVv 68024 61339 5.25% 0.733%
16 11.489 1552 1556 1559 rBvV 338299 267216 22.86% 3.195%
17 12.165 1666 1671 1672 rBV4 9613 12688 1.09% 0.152%
18 12.236 1678 1683 1686 rBV6 14856 24626 2.11% 0.294%
19 12.677 1748 1758 1760 rBV5 25222 63058 5.39% 0.754%
20 12.942 1801 1803 1805 rBV2 12510 12279 1.05% 0.147%
21 13.077 1821 1826 1829 rVB 1148380 1169073 100.00% 13.978%
22 13.336 1864 1870 1872 rBVv4 36494 68008 5.82% 0.813%
23 13.571 1907 1910 1911 rBV2 30830 30590 2.62% 0.366%
24 13.601 1913 1915 1917 rVvVv2 32486 28118 2.41% 0.336%
25 13.824 1945 1953 1954 rBV3 72197 169202 14.47% 2.023%
26 13.948 1972 1974 1978 rBV2 45741 51963 4._.44% 0.621%
27 14.142 2003 2007 2011 rBV 325041 302692 25.89% 3.619%
28 14.383 2045 2048 2049 rBV 45874 43781 3.74% 0.523%

29 15.671 2264 2267 2271 rBV 143351 172460 14.75% 2.062%

Sum of corrected areas: 8363827
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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

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\

BF106892.D

28 Jun 2018 1:09

JussJ

J3693-03

29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\
Data File : BF106892.D

Aca On : 28 Jun 2018 1:09

Operator : JU/SJ

Sample : J3693-03

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 9

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

5.18 3.23 ng 39920 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol 102 C6H140 000623-37-0 36
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 483 (5.178 min): BF106892.D (-481) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 L IR IR I I
480 5.00 520 5.40 5.60
o A m/z 59.00 57.26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R LS L LR
480 5.00 520 5.40 5.60
59.0 1010 m/z 101.00 17.75%
0 270 | 510 ‘ 690 830910 [
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
o 250 500 520 540 560
5000 m/z 58.00 16.54%
20.0 101.0
0 15.0 73.0 83.0
LRI PRI SR SURL UL SIS SURLEL SURLEL SR SULLIL UL S B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4417 3-Hexanol L L LA NLEL A LA B
59.0 480 5.00 520 5.40 5.60
m/z 41.00 10.16%
5000 310 430 73.0
0 \‘\‘ “\ 11 510 \‘ I | 840 1010
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\
Data File : BF106892.D

Aca On : 28 Jun 2018 1:09

Operator : JU/SJ

Sample : J3693-03

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknown6.73 Concentration Rank 1

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

6.73 70.71 ng 874566 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 747 (6.730 min): BF106892.D (-743) (-) m/z 132.10 100.00%
13p.1
5000 68.1
LRSS R
40.0 540 | MQQT-7O 6.40 6.60 6.80 7.00
o NSO A N R - .- [ I | N m/z 68.10 38.98%
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
132.0
5000 1 PP
10 550 o %0 70 m/z 134.00  32.58%
0 |||||||||||||||||‘||‘||||‘|‘|‘||||‘|‘=l‘|||‘|‘|‘|‘|||||||‘|||||||||||‘|||||||‘ ‘... -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
9.0 1000 o0 ok 6ho 700
5000 ' m/z 66.00 23.97%
31.0 51.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole e e
132.0 6.40 6.60 6.80 7.00

m/z 69.10 15.20%

5000

104.0
66.0
140 27.0 390 510 NT 770 g9 | 1350 ||

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\
Data File : BF106892.D

Aca On : 28 Jun 2018 1:09

Operator : JU/SJ

Sample : J3693-03

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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, 2-methyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
10.65 4.25ng 58417  Acenaphthene-d0 9.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Benzenesulfonamide. 2-methvl- 171 C7HONO2S 000088-19-7 91

2 4-(2-AminoethvD)benzenesulfonamide 200 C8H12N202S
3 Bicvclol4.1.0Thepta-1.3.5-triene 90 C7H6

4 Gluconic acid 196 C6H1207

5 2,4-Octadiyne 106 C8H10

035303-76-5 43
004646-69-9 43
000526-95-4 38
002809-71-4 30

Abundance

5000 65.0
39.0

04
m/z--> 20 40 60

90.1

Scan 1413 (10.648 min): BF106892.D (-1410) (-)

106.1

137.0 171.0
0

m/z 90.10 100.00%

I
LI B I B e I I B

10.40 10.60 10.80 11.00

|
80 100 120 140 160 180 200

Abundance

#39303: Benzenesulfonamide, 2-methyl-

m/z 106.10 79.70%

10.40 10.60 10.80 11.00

m/z 91.00 70.46%

10.40 10.60 10.80 11.00

m/z--> 20 40 60

80 100 120 140 160 180 200

90.0
106.0
5000
65.0 171.0
39.0
‘ ‘ 137.0 1540
0,..”ﬂ.ﬂ:w“u.M.:l.“h.pEQ.J“.ﬂ.,”a.,”..,”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
30.0
5000 90.0
63.0 107.0
0 48.0 122.0 139.0154.0 171.0 200.0
L B B L oL o Ao B SR e e

m/z 65.00 40.56%

Abundance #2369: Bicyclo[4.1.0]hepta-1,3,5-triene R mmma
90.0 10.40 10.60 10.80 11.00
m/z 89.00 35.78%
5000
63.0
39.0 M
o SRR A WS A ESESERR
m/z--> 20 40 80 100 120 140 160 180 200 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\
Data File : BF106892.D

Aca On : 28 Jun 2018 1:09

Operator : JU/SJ

Sample : J3693-03

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Benzenesulfonamide, 4-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.84 4_.59 ng 61339 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide. 4-methvl- 171 C7HINO2S 000070-55-3 97
2 Tolbutamide 270 C12H18N203S 000064-77-7 53
3 N3. N.alpha.-bis*ptoluenesulfonv... 462 C20H22N405S2 1000130-21-9 47
4 N-(4H-1.2.4-Triazol-4-vD)-p-tolu... 238 C9H10N402S 032585-76-5 43
5 Toluene-4-sulfonic acid, 2-chlor... 270 C9H9CIF203S 1000189-84-6 38
Abundance Scan 1446 (10.842 min): BF106892.D (-1443) (-) m/z 91.05 100.00%
91.0
5000 171.0
mo | || s 1660 10,80 1100 1150
ob—bpdend 4 m/z 171.00 40.08%
m/z--> 50 100 150 200 250 300 350 400
Abundance #39309: Benzenesulfonamide, 4-methyl-
91.0
5000 171.0 10,60 10.80 11.00 11.20
m/z 155.00 35.94%
390 h 139.0
0""i"“‘""‘|""'|"""|""|""|""|""|"
m/z--> 50 100 150 200 250 300 350 400
Abundance
91.0
30,0 1060 10.80 11.00 11.20
5000 m/z 65.00 31.01%
155.0
ol by 220 L |0 200
m/z--> 50 100 150 200 250 300 350 400 K
Abundance #229561: N3, N.alpha.-bis*ptoluenesulfonyl)histidineamide e ./\, T EERE R
91.0 10.60 10.80 11.00 11.20
m/z 107.10 23.31%
5000
155.0
44.0 199.0
ol .‘ML'.‘J.‘E L 240 | LI 28 A0
m/z--> 50 100 150 200 250 300 350 400 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\
Data File : BF106892.D

Aca On : 28 Jun 2018 1:09

Operator : JU/SJ

Sample : J3693-03

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl3.34 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.34 4.49 ng 68008 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Amino-3-cvano-4-methvl-4.6-dip... 432 C24H24N404 1000287-35-2 47
2 Naphtalene-1.3-dicarbonitrile. 5... 274 C18H14N20 1000259-78-7 38
3 Silane. dimethvlisobutoxvdecvloxy- 288 C16H3602Si 1000346-76-9 35
4 6-Methyl-2-o0x0-4.6-diphenvl-1.2.... 288 C19H16N20 016232-39-6 35
5 Pyrazole, 5-(3-indolyl)-3-(4-tol... 273 C18H15N3 1000262-38-0 30
Abundance Scan 1871 (13.342 min): BF106892.D (-1864) (-) m/z 259.20 100.00%
57.1 259.2
5000 105.1 01.3
45.1 215.1 385.3 427.4 T
343.3 13.00 13.20 13.40 13.60
(o} m/z 57.10 85.97%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #222676: 2-Amino-3-cyano-4-methyl-4,6-dipyridin-4-yl-cyclo...
29.0
5000 287.0 L AR UL SR B B
anmmmwm
210.0 345.0 m/z 273.30 82.29%
Ol IJ‘ h‘ \h\‘\ \Ll h r \\h H M\ :\I\IZ\? (\) | mn qﬂ?% b T wHI\ 2 ﬁﬁ'ﬂi‘l 3860 4320
miz--> 0 50 100 150 200 250 300 350 400
Abundance
273.0
13.00 13,20 13.40 13.60
5000 m/z 287.30 78.36%
40.0 770 115.0 1510 196.0230.0
Ol T T e T T T T T T T T
m/z--> 6 55 160 1%0 260 250 360 3%0 460
Abundance #134424: Silane, dimethylisobutoxydecyloxy- R R EaaEE
278.0 13.00 13.20 13.40 13.60
m/z 71.10 71.00%
5000
75.0
ol 40 1)y 2109 1010 2150
m/z--> 6 55 160 1éo 260 250 360 3éo 460 1300 1320 1340 1360 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\
Data File : BF106892.D

Aca On : 28 Jun 2018 1:09

Operator : JU/SJ

Sample : J3693-03

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknownl3.57 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.57 2.02 ng 30590 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxazepam. 4°-hvdroxv-3-0O-ethvl- 330 C17H15CIN203 1000212-21-7 38
2 Naphtalene-1.3-dicarbonitrile. 5... 274 C18H14N20 1000259-78-7 30
3 5H-T1.2.41Triazolol3.4-b1l1.31th. .. 301 C15H15N302S 1000337-58-9 30
4 4-(2-Methvlpiperidino)-2-phenvla... 302 C21H22N2 1000326-78-3 25
5 Octadecanoic acid, 10,12,13-tris... 562 C28H6205Si3 056196-69-1 22
Abundance Scan 1910 (13.571 min): BF106892.D (-1907) (-) m/z 273.30 100.00%
57.0 278.3
105.1
5000
329.3 NS BUNISA SN B
385.4 13.20 13.40 13.60 13.80
0 m/z 57.05 94 .12%
m/z--> 50 100 150 200 250 300 350 400
Abundance #168958: Oxazepam, 4'-hydroxy-3-O-ethyl-
278.0
5000 R SR B UL S B
13.20 13.40 13.60 13.80
0 330.0 m/z 105.10 79.34%
o 120.0 230.0 “
oL 'ml" \‘u\ mu L hu ]1! 9\\ ik ‘\ it Ul .‘“.““. I‘d' e e
m/z--> 50 100 150 200 250 300 350 400
Abundance
273.0
13.20 13.40 13.60 13.80
5000 m/z 287.30 78.81%
244.0
40.0 77.0 115.0 1640196.0
- e
m/z--> 50 100 150 200 250 300 350 400
Abundance m%m55Hu2qmamm4muawﬂm5me7m  REaaE e
159.0 78.0 13.20 13.40 13.60 13.80
m/z 43.00 56.13%
5000
89.0
39.0 244.0
O.M'“l .J\.l?ll(#\ |H|‘:|I-9|2|()||||L ||l|t|30|?.|()|||||||||| A o
m/z--> 50 100 150 200 250 300 350 400 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\
Data File : BF106892.D

Aca On : 28 Jun 2018 1:09

Operator : JU/SJ

Sample : J3693-03

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 9 unknownl3.82 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.82 11.18 ng 169202 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 N(1)-(3-Phenvl-1.2.4-oxadiazol-5... 273 C13H15N502 114212-82-7 30
2 47-Azido-2.6-dibenzvlvdenecvcloh... 315 C20H17N30 1000110-97-2 27
3 7.7-Dimethvl-2-phenvlamino-5.6.7... 287 C15H17N30S 313251-25-1 18
4 2-Amino-4-IN-(4-butoxvbenzvl-N-m... 287 C15H21N50 055384-22-0 18
5 Diazoxon 288 C12H21N204P 000962-58-3 14
Abundance Scan 1952 (13.818 min): BF106892.D ( 1945) (-) m/z 57.10 100.00%
57.1 105.1 28F.
5000
" 13.60 13.80 14.00 14.20
(o} m/z 287.30 97 .47%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #121615: N(1)-(3-Phenyl-1,2,4-oxadiazol-5-yl)-4-morpholine...
278.0
86.0 1190
5000 LB BRI B BRI B
44.0 161.0 13.60 13.80 14. 00 14 20
' m/z 105.10 90.32%
L, 250
o .‘”H‘l‘ﬁ‘“l““‘l“.“‘l‘wu l‘.h‘. I .“.“ﬁ "|" A
miz--> 0 50 100 150 200 250 300 350 400
Abundance
287.0
" 13.60 13.80 14.00 14.20
m/z 71.10 71 .88%
5000 115.0 0
231.0
. 410 77.0 165.0
mz-> 0 50 100 150 200 250 300 350 400
Abundance #133521: 7,7-Dimethyl-2-phenylamino-5,6,7,8-tetrahydro-thi... R B R ARama
287.0 13.60 13.80 14.00 14.20
m/z 273.30 65.97%
5000 190.0
244.0
70.0
1190
0! '1520.|.UJ\....|....|....|.... s N M e
miz--> 0 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\
Data File : BF106892.D

Aca On : 28 Jun 2018 1:09

Operator : JU/SJ

Sample : J3693-03

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 10 Carbonic acid, hexadecyl 2,... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.95 3.43 ng 51963 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Carbonic acid. hexadecvl 2.2.2-t... 416 C19H35CI303 1000314-56-2 91
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 87
3 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 87
4 Carbonic acid. octadecvl 2.2.2-t... 444 C21H39CI1303 1000314-56-3 87
5 1-Heptacosanol 396 C27H560 002004-39-9 87
Abundance Scan 1974 (13.948 min): BF106892.D (-1972) (-) m/z 57.10 100.00%
57.1

97.1
5000
A
131.1162.1  209.0 2733 3303 3g54 13.60 13.80 14.00 14.20
(o} m/z 43.10 75.82%

m/z--> 50 100 150 200 250 300 350 400
Abundance #217748: Carbonic acid, hexadecyl 2,2,2-trichloroethyl ester
83.0
43.0
5000 LA L L L L LB L
13.60 13.80 14.00 14.20
25.0 m/z 55.00 72.57%
196.0
ol JHily J‘H. Ll ‘1“\.“\.‘%‘1‘1??-9 e —
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
R SRR
97.0 13.60 13.80 14.00 14.20
5000 m/z 83.10 70.38%
o 26,0 139,0169.0202.0 238.0 283.0
e R e o L B e e e e I L A e o e e e e B B
m/z--> 50 100 150 200 250 300 350 400
Abundance #194133: Dichloroacetic acid, heptadecyl ester L B o
57.0 13.60 13.80 14.00 14.20
97.0 m/z 97.10 66.41%
5000
Jesol L || pposso a0 o T T
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\
Data File : BF106892.D

Aca On : 28 Jun 2018 1:09

Operator : JU/SJ

Sample : J3693-03

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 11 unknownl4.38 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.38 2.89 ng 43781 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Preanan-18-ol. (5.alpha.)- 304 C21H360 056053-09-9 25
2 Crinan-1-ol. (l.alpha.)- 273 C16H19NO3 041928-89-6 18
3 3.1-Benzoxazepine. 7-bromo-2-phe... 299 C15H10BrNO 019062-90-9 14
4 Crinan. l-methoxv-. (1.alpha.)- 287 C17H21NO3 041928-92-1 14
5 Benzenamine, 3-methyl-N,N-bis(3-... 287 C21H21N 1000327-29-4 11
Abundance Scan 2048 (14.383 min): BF106892.D (-2045) (-) m/z 57.10 100.00%
511 273.3
119.1
5000
| | ” 385.4 4273 14.00 14.20 14.40 14.60 14.80
ol 4l m/z 273.30  82.66%
m/z--> 50 100 150 200 250 300 350 400
Abundance #148306: Pregnan-18-ol, (5.alpha.)-
67.0 273.0
109.0
5000 163.0 14.00 14.20 14,40 14.60 14.80
‘ m/z 287.30 74.98%
0‘ \‘H“ H“Hl“2350|||‘|||||||||||||||||
m/z--> 50 100 200 250 300 350 400
Abundance
273.0
14.00 14.20 14.40 14.60 14.80
5000 m/z 85.10 60.45%
202.0
L L L B L B B BRI
m/z--> 50 100 150 200 250 300 350 400
Abundance #143493: 3,1-Benzoxazepine, 7-bromo-2-phenyl- A EEaEE B
278.0 14.00 14.20 14.40 14.60 14.80
m/z 71.10 57.92%
5000 165.0
89.0
0..“,.‘{.4.‘”.‘....,.“‘...‘,.zz.ﬁl.o.l. .u.‘....l....l....l e
m/z--> 50 100 150 200 250 300 350 400 14.00 14.20 14.40 14.60 14.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062718\
Data File : BF106892.D

Acq On : 28 Jun 2018 1:09

Operator : JU/SJ

Sample - J3693-03

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_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... 5.18 3.2 ng 39920 1 6.95 247361 20.0
unknown6.73 6.73 70.7 ng 874566 1 6.95 247361 20.0
Benzenesulfonamid... 10.65 4.3 ng 58417 3 9.99 274961 20.0
Benzenesulfonamid... 10.84 4.6 ng 61339 4 11.49 267216 20.0
unknownl13.34 13.34 4.5 ng 68008 5 14.14 302692 20.0
unknownl13.57 13.57 2.0 ng 30590 5 14.14 302692 20.0
unknownl13.82 13.82 11.2 ng 169202 5 14.14 302692 20.0
Carbonic acid, he... 13.95 3.4 ng 51963 5 14.14 302692 20.0
unknownl14 .38 14.38 2.9 ng 43781 5 14.14 302692 20.0
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