LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012120\
Data File : BF118658.D

Aca On : 22 Jan 2020 10:24

Operator : CG/JU

Sample : PB126132BL

Misc :

ALS Vial : 3 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-BF012020.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 2.193 12 18 25 rvB 1502032 1973102 19.73% 2.500%
2 5.099 504 512 522 rBVY 1187517 1446958 14.47% 1.833%
3 5.498 575 580 584 rBY 6337680 6367695 63.68% 8.068%
4 6.504 745 751 754 rBVY 6748355 6844717 68.45% 8.672%
5 6.645 771 775 779 rBV 6734671 7004523 70.05% 8.875%
6 6.881 811 815 818 rBVY 2360335 2143172 21.43% 2.715%
7 7.034 837 841 845 rBVY 5838881 5637876 56.38% 7.143%
8 7.434 904 909 912 rBV 4348725 4344611 43.45% 5.505%
9 8.157 1028 1032 1036 rBvV 2853497 2752314 27 .53% 3.487%
10 9.234 1210 1215 1219 rBvV 8501662 8599029 86.00% 10.895%

11 9.622 1277 1281 1285 rBV 328716 304012 3.04% 0.385%
12 9.916 1324 1331 1335 rBV 3956269 3395520 33.96% 4._.302%
13 10.704 1459 1465 1468 rBV 5870064 5619616 56.20% 7.120%
14 11.398 1579 1583 1587 rBV 3890468 3498869 34.99% 4.433%
15 12.986 1848 1853 1856 rBV 9970090 9998904 100.00% 12.668%

16 13.880 2001 2005 2017 rBV 928435 1150832 11.51% 1.458%
17 14.033 2027 2031 2035 rBV 3529038 3440348 34.41% 4 _359%
18 14.510 2107 2112 2117 rBV 141104 161994 1.62% 0.205%
19 14.816 2161 2164 2169 rBV 151674 145892 1.46% 0.185%
20 15.157 2218 2222 2232 rBV 175578 219523 2.20% 0.278%

21 15.510 2276 2282 2286 rBV 2373459 3071531 30.72% 3.892%
22 15.545 2286 2288 2297 rVB 178695 205651 2.06% 0.261%
23 15.986 2357 2363 2367 rBV 143948 228354 2.28% 0.289%
24 16.498 2445 2450 2456 rVB 74228 135330 1.35% 0.171%
25 17.033 2533 2541 2550 rBV2 59769 237885 2.38% 0.301%

Sum of corrected areas: 78928258
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012120\
Data File : BF118658.D

Aca On : 22 Jan 2020 10:24

Operator : CG/JU

Sample : PB126132BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF118658.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012120\
Data File : BF118658.D

Aca On : 22 Jan 2020 10:24

Operator : CG/JU

Sample : PB126132BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.19 18.41 ng 1973100 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17

Abundance Scan 18 (2.193 min): BF118658.D (-12) (-) m/z 73.10 100.00%
7B
5000
43
55 87 N,
37 | &7 2.20 2.30 2.40 2.50 2.60
Ot ot bl S e M7z 43.05  33.62%
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000
43 2.20 2.30 2.40 2.50 2.60
07 87 m/z 87.10 25 .35%
0 "|"JHN"??hMJ'%?“"'|"§?H""|""|"'}P}"'|""|""|"'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 U IS UL SRR AR A
2.20 2.30 2.40 2.50 2.60
5000 41 55 m/z 55.10 23.68%
29
0 47 67 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl- e
73 2.20 2.30 2.40 2.50 2.60

m/z 71.10 11.35%

5000 43

58

29 8(

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012120\
Data File : BF118658.D

Aca On : 22 Jan 2020 10:24

Operator : CG/JU

Sample : PB126132BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.10 13.50 ng 1446960 1,4-Dichlorobenzene-d4 6.88
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. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 512 (5.099 min): BF118658.D (-504) (-) m/z 43.00 100.00%
43
59
5000
T ik 5k 550 w0
83 : : : :
0....,....',':..'!|,..7.1.,-....-,....,....,....,....,....,2.0.7.. m/z 59.10 57.08%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A L R I
59 480 500 520 5.40
m/z 101.10 22.16%
15 4 101
0'“L|“M'T'”*|'”'F%'“J“"|“"|“"w"'w"w"'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
480 500 520 540
5000 M m/z 58.00 17.03%
o 73 126 142
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #4425: Butane, 1-ethoxy- R AR
50 4.80 5.00 5.20 5.40
31 m/z 41.10 8.69%
5000
3 73
0 - T '%""I""I ?7"ﬁ0?"'|"' L S S S
m/z--> 20 40 60 80 100 120 140 160 180 200 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012120\
Data File : BF118658.D

Aca On : 22 Jan 2020 10:24

Operator : CG/JU

Sample : PB126132BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 3 unknown6.65 Concentration Rank 1

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

6.65 65.37 ng 7004520 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 776 (6.651 min): BF118658.D (-771) (-) m/z 132.00 100.00%
132
5000 68
40 %6 J 640 6.60 6.80 7.00
54 - - - -
0 8 LA oo W/z 68.05  39.04%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 A S AR S AN
a1 o7 6.40 6.60 6.80 7.00
53 - 117 m/z 133.95 34.83%
0 ...|....“i“..“.“.l“.“l‘.‘.“l‘ ..l:I.-O.7. .“luuHuluuuuluuuuluuuu
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 640 6.60 6.80 7.00
5000 gg 116 m/z 66.05 25.19%
158 189
R S B S S UL W BRI
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole Ea E ENRmann s
132 6.40 6.60 6.80 7.00
m/z 69.05 15.70%
5000
104
ol 14 27 39 1 77 g | us ‘
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012120\
Data File : BF118658.D

Aca On : 22 Jan 2020 10:24

Operator : CG/JU

Sample : PB126132BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 1-Heneicosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.88 6.69 ng 1150830 Chrysene-di12 14.03
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 94
3 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
4 Behenic alcohol 326 C22H460 000661-19-8 94
5 1-Heneicosyl formate 340 C22H4402 077899-03-7 93
Abundance Scan 2005 (13.880 min): BF118658.D (-2001) (-) m/z 83.10 100.00%
57
5000 111
3 139 145 13.60 13.80 14.00 14.20
o a2 196 224 252 280 308 m/z 57.05 97.87%
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol

| L

13.60 13.80 14.00 14.20
m/z 97.10 88.94%

29
oL il \‘ n ‘1379 “167 196 233 266 294
e T T —
m/z--> 50 200 250 300 350
Abundance
57 83

13.60 13. 80 14. OO 14.20

5000

5000 11 m/z 55.05 85.31%
29 139
o 167 195 222 250 280 308 336
e o . B e e e e e B e e i
m/z--> 50 100 150 200 250 300 350
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester T T T T T
13 60 13. 80 14. OO 14. 20
83 m/z 43.05 85.10%
5000 111
29 39
o o \hl ‘ 163182 210 537255 356
- IIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIII
m/z--> 50 1 150 200 250 300 350 13 60 13. 80 14. OO 14 20

8270-BF012020-M Wed Jan 22 13:40:40 2020 Page: 6



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF012120\
Data File : BF118658.D

Acq On : 22 Jan 2020 10:24

Operator : CG/JU

Sample : PB126132BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012020.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]
Butane, 2-methoxy... 2.19 18.4 ng 1973100 1 6.88 2143170 20.0
2-Pentanone, 4-hy... 5.10 13.5 ng 1446960 1 6.88 2143170 20.0
unknown6 .65 6.65 65.4 ng 7004520 1 6.88 2143170 20.0
1-Heneicosanol 13.88 6.7 ng 1150830 5 14.03 3440350 20.0
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