LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062618\
Data File : BF106861.D

Aca On : 27 Jun 2018 9:03

Operator : JU/SJ

Sample = J3693-02

Misc :

ALS Vial : 47 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 5.189 481 485 494 rBB 34311 39400 2.95% 0.472%
2 5.595 551 554 567 rBV 511724 480987 36.05% 5.764%
3 6.595 721 724 741 rBB 327421 291474 21.85% 3.493%
4 6.736 743 748 751 rBV 912725 843440 63.22% 10.108%
5 6.954 782 785 789 rBV 272156 244374 18.32% 2.929%

7.113 808 812 815 rBV 858229 762063 57.12% 9.133%
7.525 877 882 885 rBvV 678579 654208 49.04% 7.840%
8.242 1000 1004 1018 rBV 284499 276744 20.74% 3.317%
9.313 1182 1186 1195 rBV 1206114 1076603 80.70% 12.903%
9.701 1247 1252 1259 rVB 18634 17884 1.34% 0.214%

=
QO ~NO®

11 9.995 1299 1302 1306 rBV 285026 278928 20.91% 3.343%
12 10.030 1306 1308 1311 rVB 23177 16676 1.25% 0.200%
13 10.654 1410 1414 1417 rBV 267258 244797 18.35% 2.934%
14 10.795 1434 1438 1441 rBV 757048 698013 52.32% 8.365%
15 10.848 1443 1447 1451 rBV 182068 171410 12.85% 2.054%

16 11.489 1552 1556 1560 rBV 358920 299436 22.45% 3.589%

17 12.871 1789 1791 1796 rVB3 19538 17156 1.29% 0.206%
18 13.077 1821 1826 1829 rBV 1414057 1334068 100.00% 15.988%
19 13.954 1971 1975 1983 rVB 32868 39072 2.93% 0.468%

20 14.142 2003 2007 2014 rBV 374213 344292 25.81% 4.126%

21 15.677 2261 2268 2275 rVB 154002 213007 15.97% 2.553%

Sum of corrected areas: 8344032
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062618\
Data File : BF106861.D

Aca On : 27 Jun 2018 9:03

Operator : JU/SJ

Sample : J3693-02

Misc :

ALS Vial : 47 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

Abundance TIC: BF106861.D
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Abundance TIC: BF106861.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062618\
Data File : BF106861.D

Aca On : 27 Jun 2018 9:03

Operator : JU/SJ

Sample : J3693-02

Misc :

ALS Vial : 47 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 5

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

5.19 3.22 ng 39400 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 40
3 3-Hexanol 102 C6H140 000623-37-0 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 9
5 3-Pentanol, 2-methyl- 102 C6H140 000565-67-3 9

Abundance Scan 485 (5.189 min): BF106861.D (-481) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 SRS RN LN R
| 2.9 | 4.80 5.00 5.20 5.40 5.60
e e e e e S e e m/z 59.00 58.74%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AR R LN L
480 5.00 5.20 5.40 5.60
59.0 1010 m/z 101.00 21.67%
210 | 510 ‘ 69.0 8300910 |
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 480 500 520 540 5.60
5000 m/z 58.00 15.11%
20.0 101.0
15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4417 3-Hexanol LI L L L B L N BB B
59.0 4.80 5.00 5.20 5.40 5.60
m/z 41.00 9.54Y%
5000 310 430 730
\‘\‘ “M\ 510\‘ : 1 840 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\HPCHEMI1\BNA F\DATA\BF062618\
Data File : BF106861.D

Aca On : 27 Jun 2018 9:03

Operator : JU/SJ

Sample : J3693-02

Misc :

ALS Vial : 47 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 unknown6.74 Concentration Rank 1

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

6.74 69.03 ng 843440 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 9

Abundance Scan 749 (6.742 min): BF106861.D (-743) (-) m/z 132.00 100.00%
132.0
5000
68.1
00 so | 0.1 T ok b 7oy
et et e bt | M/Zz 134.00  34.55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 LR U S U
6.40 6.60 6.80 7.00
310 510 ‘ m/z 68.10 30.75%
| P H | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 18.31%
41.0 97.0
53.0
79.0 117.0
wwmwﬁwmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole B R
132.0 6.40 6.60 6.80 7.00

m/z 96.10 12._.76%

5000

104.0
66.0
140 27.0 390 510 7 710 g95 | 1150 |

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

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062618\
Data File : BF106861.D

Aca On : 27 Jun 2018 9:03

Operator : JU/SJ

Sample : J3693-02

Misc :

ALS Vial : 47 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 3
R.T. EstConc Area Relative to ISTD R.T.
10.65 17.55 ng 244797 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide. 2-methvl- 171 C7HONO2S 000088-19-7 96
2 Bicvclol4.1.01hepta-1.3.5-triene 90 C7H6 004646-69-9 46
3 Gluconic acid 196 C6H1207 000526-95-4 38
4 4-(2-Aminoethvl)benzenesulfonamide 200 C8H12N202S 035303-76-5 37
5 Benzenemethanesulfonamide 171 C7HONO2S 004563-33-1 20
Abundance Scan 1413 (10.648 min): BF106861.D (-1410) (-) m/z 90.10 100.00%
9d.1
106.1
5000 65.0
39.0 137.0 171.0 ""l""l“"4""|"'
1210 | 154, | 1008 10.40 10.60 10.80 11.00
L T e i e S e S m/z 91.10 75.60%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39301: Benzenesulfonamide, 2-methyl-
90.0
106.0
5000
65.0 171.0 10.40 10.60 10.80 11.00
) m/z 106.10 74 .66%
180 39.0 ‘ ‘ 154.0
..J“auﬁp.h.ﬂ..ﬁw.l.“:.PﬁQ..“.ﬂ.“.:.“...“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
90.0
" 10,40 10.60 10.80 11.00
5000 m/z 64.95 42 .39%
63.0
39.0
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #58399: Gluconic acid
73.0 90.0 10.40 10.60 10.80 11.00
43.0 m/z 89.10 33.46%
5000
‘ 133.0
Rl ylmse [ 0we0sese | L )
m/z--> 20 40 60 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\HPCHEMI1\BNA F\DATA\BF062618\
Data File : BF106861.D

Aca On : 27 Jun 2018 9:03

Operator : JU/SJ

Sample : J3693-02

Misc :

ALS Vial : 47 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 4
R.T. EstConc Area Relative to ISTD R.T.
10.85 11.45 ng 171410 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide. 4-methvl- 171 C7H9NO2S 000070-55-3 98
2 O-p-toluenesulfonvll-N-acetvlser... 315 C13H17NO6S 1000126-44-8 90
3 N-p-toluenesulfonvl-1-threonine.... 363 C18H21NO5S 1000130-34-4 80
4 Benzenemethanesulfonamide 171 C7HONO2S 004563-33-1 43
5 Pyridine-2-carbonitrile, 3,5,6-t... 375 C13H8CI3N302S 255713-77-0 43
Abundance Scan 1447 (10.848 min): BF106861.D (-1443) (-) m/z 91.10 100.00%
91.1
5000
65.0 171.0
39.0 ‘ 10.60 10.80 11.00 11.20
S W ,'1,13?0 b e || M7z 171.00 37 . 54%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #39308: Benzenesulfonamide, 4-methyl-
91.0
5000 171.0 LB BN SULEIL S B
65.0 10.60 10.80 11. oo 11.20
390 m/z 155.00 33.44%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
91.0
" 10,60 10.80 11.00 11.20 |
5000 171.0 m/z 65.00 30.56%
65.0
41.0 139.0 196.0 226.0 258.0 316.0
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #192444: N-p-toluenesulfonyl-I-threonine, benzyl ester
91.0 10.60 10.80 11.00 11.20
m/z 107.10 22 .94%
171.0
5000 65.0
9 | ol \‘\121 01480 | 20002280 2740 3190 R ,
m/z--> 2'0 4'0 6|O 80 100 120 14'10 160 180 200 220 240 260 280 300 320 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062618\
Data File : BF106861.D

Aca On : 27 Jun 2018 9:03

Operator : JU/SJ

Sample : J3693-02

Misc :

ALS Vial : 47 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 6 n-Tetracosanol-1 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.95 2.27 ng 39072 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 83
2 Cvclopentane. 1.1.3-trimethvl- 112 C8H16 004516-69-2 49
3 Carbonic acid. isobutvl octadecv... 370 C23H4603 1000314-61-5 49
4 l1sobutyl tetradecvl carbonate 314 C19H3803 959275-58-2 47
5 Cycloheptane, methyl- 112 C8H16 004126-78-7 41
Abundance Scan 1974 (13.948 min): BF106861.D (-1971) (-) m/z 57.00 100.00%
57.0 83.1
5000 111 1
| a3 13.60 13.80 14.00 14.20
. e S S S m/z 83.10 85.55%
m/z--> 50 100 150 200 250 300
Abundance #186969: n-Tetracosanol-1
43.0
5000
13.60 13.80 14.00 14.20
1110 m/z 55.00 79.99%
17]-0\“ ‘ | “140 0 168.0 196 0 238.0266.0 308.0336.0
m/z--> 200 250 360
Abundance
55.0
83.0 13.60 13.80 14.00 14.20
5000 m/z 43.00 79.79%
27.0
112.0
m/z--> L 'éo' ' "160' ' "150' B '200' B '250' ' "360' L
Abundance #197139: Carbonic acid, isobutyl octadecy! ester L B o
57.0 13.60 13.80 14.00 14.20
m/z 69.00 69.41%
5000
29 0 111.0
“ " ‘ “ J‘[ b J ‘ L13901680196022402530
m/z--> @ ﬁo 2% ﬁ Bmmmmmmm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062618\
Data File : BF106861.D

Acq On : 27 Jun 2018 9:03

Operator : JU/SJ

Sample - J3693-02

Misc :

ALS Vial : 47 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.19 3.2 ng 39400 1 6.96 244374 20.0
unknown6.74 6.74 69.0 ng 843440 1 6.96 244374 20.0
Benzenesulfonamid... 10.65 17.6 ng 244797 3 10.00 278928 20.0
Benzenesulfonamid... 10.85 11.4 ng 171410 4 11.49 299436 20.0
n-Tetracosanol-1 13.95 2.3 ng 39072 5 14.14 344292 20.0
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