LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106954.D

Aca On 29 Jun 2018 6:42

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 5.184 481 484 493 rBV 55404 62702 3.34% 0.505%
2 5.589 549 553 567 rBV 900694 787167 41.96% 6.340%
3 6.589 719 723 734 rBV 535145 481770 25.68% 3.880%
4 6.731 742 747 750 rBVY 1438817 1361359 72.57% 10.964%
5 6.954 781 785 788 rBV 449825 390507 20.82% 3.145%
6 7.107 807 811 815 rBY 1363594 1254812 66.89% 10.106%
7 7.519 876 881 884 rBVY 1136843 1025226 54.66% 8.257%
8 8.236 999 1003 1021 rBV 450677 431941 23.03% 3.479%
9 9.307 1181 1185 1188 rBV 1819740 1619281 86.32% 13.042%
10 9.701 1246 1252 1257 rBB 36731 37812 2.02% 0.305%
11 9.989 1298 1301 1305 rBV 404146 395005 21.06% 3.181%
12 10.024 1305 1307 1311 rVB 43811 35047 1.87% 0.282%
13 10.642 1409 1412 1417 rVB 101062 86662 4.62% 0.698%
14 10.783 1432 1436 1443 rBvV 970635 930694 49.62% 7.496%
15 10.842 1443 1446 1450 rVvVv 88372 85668 4_.57% 0.690%

16 11.483 1552 1555 1563 rVB 474145 385738 20.56% 3.107%
17 13.071 1820 1825 1828 rBV 1992429 1875813 100.00% 15.108%
18 13.677 1924 1928 1934 rBV 34492 37497 2.00% 0.302%
19 13.948 1970 1974 1983 rBV 55723 72846 3.88% 0.587%
20 14.136 2002 2006 2013 rBV 665294 572334 30.51% 4.610%

21 14.736 2105 2108 2115 rVB5 12966 21399 1.14% 0.172%
22 15.671 2261 2267 2275 rVB 352218 464833 24.78% 3.744%

Sum of corrected areas: 12416113

8270-BF061918_.M Fri Jun 29 13:17:27 2018 Page: 1



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1I\BNA F\DATA\BF062818\

BF106954.D

29 Jun 2018 6:42

JussJ

J3693-03

29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\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\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106954.D

Aca On 29 Jun 2018 6:42

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 5

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

5.18 3.21 ng 62702 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 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Acetone 58 C3H60 000067-64-1 9
5 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 9

Abundance Scan 483 (5.178 min): BF106954.D (-481) (-) m/z 43.00 100.00%
43.0
59.0
5000
| 60 1°|1-° 480 5.00 520 540 5.60
SRRDEEBESEENSSBEESSSESSEESEI o ) PEMSESH  NURMISSHM. + IS H m/z 59.00 55.65%
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 m/z 101.00 17.20%
20 | 510 ‘ 690 830 910 010
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 14.87%
20.0 101.0
15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3159: 5-Hexen-2-one L L LA NLEL A B A B
43.0 480 5.00 520 5.40 5.60
m/z 41.00 11.03%
5000
55.0
O 7.0 80 980
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 520 540 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106954.D

Aca On 29 Jun 2018 6:42

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 69.72 ng 1361360 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 17
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 747 (6.731 min): BF106954.D (-742) (-) m/z 132.10 100.00%
13p.1
5000 68.1
96.1 PURARBE RSN RS SAR
40.0 540 ‘ 6.40 6.60 6.80 7.00
S el O X B NI € X [ N m/z 68.10 37.82%
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
M0 530 . m/z 134.00  33.74%
‘ 79.0 '
|||||||||||||||||‘||‘||||‘||‘||||‘|‘il‘l||‘|‘|‘|‘|||||||‘||||||||||||||||||‘ ‘::: -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
640 6.60 6.80 7.00
5000 m/z 66.00 23.27%
104.0
140 270 39.0 510 00770 o9, 115.0
wwwwmﬁmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl- e
132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.25%
5000
150 280 390 520 830 770 900 1040 .., |
mz> 10 % 30 40 50 6 70 80 % 100 110 130 130 140 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106954.D

Aca On 29 Jun 2018 6:42

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 4
R.T. EstConc Area Relative to ISTD R.T.
10.64 4.39 ng 86662 Acenaphthene-d10 9.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide. 2-methvl- 171 C7HINO2S 000088-19-7 95
2 Bicvclol4.1.01hepta-1.3.5-triene 90 C7H6 004646-69-9 43
3 2.4-Octadivne 106 C8H10 002809-71-4 38
4 Gluconic acid 196 C6H1207 000526-95-4 38
5 Benzene, l-methyl-4-nitro- 137 C7H7NO2 000099-99-0 35
Abundance Scan 1412 (10.642 min): BF106954.D (-1409) (-) m/z 90.10 100.00%
9d.1
106.1
5000 65.0
39.0 137.0 Trrryrrrrprirrr | rrrr|prrorr
| | 154.0 1.0 10.'40 10.|60 10.|8O 11.'00
SR MY W SR TSP Y SHSEOY M m/z 91.05 77.51%
m/z--> 20 40 60 80 100 120 140 160 180
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 73 .33%
18.0 390 ‘ ‘ 154.0
R R '”l"m\"l'l'k'%%%q "|"J'|""|
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
90.0
N LA IR SR A
10.40 10.60 10.80 11.00
5000 m/z 65.00 45_.84%
63.0
39.0
mz-> 20 40 60 80 100 120 140 160 180
Abundance #5092: 2,4-Octadiyne
91.0 10.40 10.60 10.80 11.00
5 m/z 89.00 36.44%
5.0
5000 106.0
39.0
78,0
m/z--> 20 40 60 80 100 120 140 160 180 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106954.D

Aca On 29 Jun 2018 6:42

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 3
R.T. EstConc Area Relative to ISTD R.T.
10.84 4_.44 ng 85668 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide. 4-methvl- 171 C7H9NO2S 000070-55-3 97
2 O-p-toluenesulfonvll-N-acetvlser... 315 C13H17NO6S 1000126-44-8 80
3 N-p-toluenesulfonvl-1-threonine.... 363 C18H21NO5S 1000130-34-4 64
4 Tolbutamide 270 C12H18N203S 000064-77-7 50
5 Thiophene-3-ol, 2,3-dihydro-, 4-... 288 C11H1205S2 039582-96-2 47
Abundance Scan 1446 (10.842 min): BF106954.D (-1443) (-) m/z 91.10 100.00%
91.1
5000 171.1
65.0
39.0 ‘ l 10,60 10.80 11.00 11.20
et e 8390 e || M7z 471,10 42.28%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #39309: Benzenesulfonamide, 4-methyl-
91.0
5000 LA BRI BRI BULILL B
65.0 171.0 1060 10,80 11.00 11.20
m/z 155.00 37.04%
B0 o
mz—> 20 45 60 85 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
91.0
10,60 10.80 11.00 11.20
5000 171.0 m/z 65.00 31.46%
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 23.53%
171.0
5000 65.0
a0 | ol \‘\121 01480 | 20002280 2740 3190
mz-> 20 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106954.D

Aca On 29 Jun 2018 6:42

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 6 1-Heneicosanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.95 2.55 ng 72846 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 95
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
4 Behenic alcohol 326 C22H460 000661-19-8 94
5 1-Heptacosanol 396 C27H560 002004-39-9 94
Abundance Scan 1974 (13.948 min): BF106954.D (-1970) (-) m/z 57.00 100.00%
571.0 83.0
5000 A“\AAwwﬂmNNﬂvA\VJ“JW“WMWJUm
LU BRI U
13.60 13.80 14.00 14.20
207.0
S— 2811 m/z 83.05 92.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol
55.0 83.0
5000 AR P DR SRS
Bmmmmmmm
29.0 m/z 55.00 90.58%
Lok gll 167.0 196.0  238.0 266.0 294.0
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57.0 83.0
13.60 13.80 14.00 14.20
5000 111.0 m/z 43.00 88.46%
29.0
1390 167.0 195.0222.0 250.0 280.0 308.0 336.0
m@‘m‘mﬁﬂwﬁwﬁmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175127: Trifluoroacetoxy hexadecane L B o
57.0 13.60 13.80 14.00 14.20
97.0 m/z 97.05 80.26%
5000
29.0 125.0
b ‘| L | 1540 19602240 2690 3200
LR AR RN R Frr A AR L LN LR RN LA RARAN LA RARLN LU RARAR L AR A A A

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13. 60 13. 80 14. 00 14. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062818\
Data File : BF106954.D

Acq On 29 Jun 2018 6:42

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.18 3.2 ng 62702 1 6.95 390507 20.0
unknown6.73 6.73 69.7 ng 1361360 1 6.95 390507 20.0
Benzenesulfonamid... 10.64 4.4 ng 86662 3 9.99 395005 20.0
Benzenesulfonamid... 10.84 4.4 ng 85668 4 11.48 385738 20.0
1-Heneicosanol 13.95 2.5 ng 72846 5 14.14 572334 20.0
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