LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092519\
Data File : BF117243.D

Aca On = 25 Sep 2019 16:38

Operator :© JU

Sample : PB123268BL

Misc :

ALS Vial : 9 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-BF091319.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 2.181 8 16 22 rVB 33083 49697 3.07% 0.441%
2 5.457 568 573 587 rBY 1118953 1180910 72.92% 10.484%
3 6.463 738 744 746 rBVY 1135456 1232669 76.12% 10.944%
4 6.592 761 766 769 rBVY 1518988 1339496 82.71% 11.892%
5 6.816 800 804 812 rBV 260280 247578 15.29% 2.198%

6.969 826 830 834 rBV 1068244 1023424 63.20% 9.086%
7.380 894 900 919 rBV 684050 819565 50.61% 7.276%
8.092 1017 1021 1035 rBV 260993 310102 19.15% 2.753%
9.169 1199 1204 1220 rBV 1517584 1619428 100.00% 14.378%
9.851 1315 1320 1331 rBV 327868 365797 22.59% 3.248%

=
QO ~NO®

11 10.639 1450 1454 1471 rBV 756080 809436 49.98% 7.186%
12 11.333 1568 1572 1592 rBV 292940 340613 21.03% 3.024%
13 12.921 1837 1842 1845 rBV 1498862 1384936 85.52% 12.296%
14 13.980 2017 2022 2033 rBV 168589 206726 12.77% 1.835%

15 14.733 2146 2150 2154 rBVY 23101 23050 1.42% 0.205%

16 15.062 2198 2206 2210 rBVY 28901 35244 2.18% 0.313%

17 15.433 2262 2269 2285 rBV2 131647 212531 13.12% 1.887%

18 15.851 2335 2340 2347 rVB2 25911 36527 2.26% 0.324%

19 16.339 2416 2423 2432 rBV2 13798 25845 1.60% 0.229%
Sum of corrected areas: 11263574
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092519\
Data File : BF117243.D

Aca On : 25 Sep 2019 16:38

Operator :© JU

Sample : PB123268BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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: BF117243.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092519\
Data File : BF117243.D

Aca On : 25 Sep 2019 16:38

Operator :© JU

Sample : PB123268BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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.

2.18 4.01 ng 49697 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 25
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 16 (2.181 min): BF117243.D (-8) (-) m/z 73.10 100.00%

73
5000
43
55 87

| | 220230240 2.50 2.60
O b e e M7z 43.00 29.45%

m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
B
5000

2.20 2.30 2.40 2.50 2.60

43
55 87 m/z 87.00 26.72%
29
0 el | el e |
B I N B o B o e e R E R e R
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #1996: Silane, tetramethyl-
3
e
2.20 2.30 2.40 2.50 2.60
5000 m/z 55.10 21 .55%
43
oL 2 15 2935 || 535965 | 79 68
RN B o B o e e A ERAmEEE
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4436: Pentane, 3-methoxy- R R e e
73 220 230 2.40 2.50 2.60

m/z 41.00 13.50%

5000
45

29
39‘\ 5 g7 | 101

L e e

m/z--> 0 10 20 30 40 50 60 70 80 90 100 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092519\
Data File : BF117243.D

Aca On : 25 Sep 2019 16:38

Operator :© JU

Sample : PB123268BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 unknown6.59 Concentration Rank 1

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

6.59 108.21 ng 1339500 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 22
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 766 (6.592 min): BF117243.D (-761) (-) m/z 132.00 100.00%
132
5000 68
96 AN R SR
40 54 78 06 J 6.20 6.40 6.60 6.80 7.00
0 AN N - Y | R m/z 68.10 41.96%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132
A L
5000 AR RN R L
6.20 6.40 6.60 6.80 7.00
104 m/z 134.00 32.67%
ol 14 27 39 1 R g | us
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 620 6.40 6.60 6.80 7.00
5000 gg 116 m/z 66.00 28.04%
) AN | VIR A N fMM.‘ﬁ,. 198 ..,.1§?.
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- S EEam A e
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 17.47%
117
5000
39 91
71 e | w] |
0|||||‘||||‘||‘N||‘m|||‘”||||||“i‘|||‘||l“:luuuuluuuuluuuu
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092519\
Data File : BF117243.D

Aca On : 25 Sep 2019 16:38

Operator :© JU

Sample : PB123268BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.73 2.17 ng 23050 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 86
2 Hexacosane 366 C26H54 000630-01-3 78
3 Eicosane. 10-methvl- 296 C21H44 054833-23-7 72
4 Octacosane 394 C28H58 000630-02-4 72
5 Octadecane 254 C18H38 000593-45-3 64
Abundance Scan 2149 (14.727 min): BF117243.D (-2146) (-) m/z 57.10 100.00%
57
85
5000
113
‘ \ | || 14.40 14.60 14.80 15.00
ob——— .... B . m/z 71.10 94 .91%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000
14.40 14.60 14.80 15.00
m/z 85.10 69.33%
29 113
ol | i 1] | 191,169 197 225 253 296
m/z--> §o 100 1%0 260 2%0 360 3%0
Abundance #194493: Hexacosane
57
14.40 14.60 14.80 15.00
5000 85 m/z 43.05 67.46%
29 i 13 14
ol b LT gt 169 107 225 253 295 323 367
m/z--> 50 100 150 200 250 300 350
Abundance #141431: Eicosane, 10-methyl-
57 14.40 14.60 14.80 15.00
m/z 55.00 37 .88%
5000 85
0 3 I | H1%31,31 1‘?4“183 211 239 281
m/z--> 5'0 1(')0 1&1;0 2(')0 251;0 3(')0 3&1;0 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092519\
Data File : BF117243.D

Aca On : 25 Sep 2019 16:38

Operator :© JU

Sample : PB123268BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.06 3.32 ng 35244 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 78
2 Sulfurous acid. dodecvl 2-propvl... 292 C15H3203S 1000309-12-3 78
3 Pentadecane 212 C15H32 000629-62-9 72
4 Decane. 3-methvl- 156 C11H24 013151-34-3 64
5 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 53
Abundance Scan 2206 (15.062 min): BF117243.D (-2198) (-) m/z 57.10 100.00%
57 7
85
43
5000
99
| || I 113 127 14.80 15.00 15.20 15.40
o m/z 71.10 89.85%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #83023: Hexadecane
57
43
71
5000
14.80 15.00 15.20 15.40
29 % m/z 85.10 71.95%
0 | 113 127 141 155 169 183 197 226
m/z--> ﬁo Jo 60 80 100 120 140 160 180 200 220
Abundance #137569: Sulfurous acid, dodecyl 2-propyl ester
43
> 1480 15.00 15.20 15.40
5000 71 m/z 43.05 59.20%
85
97
J P “\ ‘\ AU M85 140 169 503 o33
m/z--> ﬁo Jo 65 8b 160 150 1&0 1éo 1é0 260 250
Abundance #71393: Pentadecane
57 14.80 15.00 15.20 15.40
43 m/z 41.00 28.93%
71
5000 85
29 %
0 15 \‘ \‘\‘ H\ \‘\ 1A \‘ 1-}3 1?7 141 155 169 183 2:!'2
m/z--> ﬁo Jo 65 8b 160 120 1&0 1éo 1éo 260 250 ' 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092519\
Data File : BF117243.D

Aca On : 25 Sep 2019 16:38

Operator :© JU

Sample : PB123268BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Hexacosane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
15.85 3.44 ng 36527 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Hexacosane 366 C26H54 000630-01-3 83
2 Hentriacontane 437 C31H64 000630-04-6 80
3 Heptadecane 240 C17H36 000629-78-7 78
4 Heptacosane 380 C27H56 000593-49-7 78
5 Tridecane, 6-propyl- 226 Cl16H34 055045-10-8 72
Abundance Scan 2340 (15.851 min): BF117243.D (-2335) (-) m/z 71.10 100.00%

7
43
5000
99
‘ I || |127 155 208 15.60 15.80 16.00 16.20
o ety | m/z 57.00 85.96%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
5000 85

15.60 15.80 16.00 16.20
m/z 43.00 71.44%

29
oL J § | M12191 160 107 205 253 295 323 367
L o L AL A i me e e !
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57
15.60 15.80 16.00 16.20
5000 85 m/z 85.10 67.66%
113 141 169
o | Il |7)7, 141 169 107 225 253 281 309 337 365 437
L B AR al B W o a a SLES o St
m/z--> 50 100 150 200 250 300 350 400 ﬂ
Abundance #94345: Heptadecane L B e
57 15.60 15.80 16.00 16.20
m/z 55.00 35.59%
5000 85
29
113
ol Pateoree 200
m/z--> 50 100 150 200 250 300 350 400 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092519\
Data File : BF117243.D

Aca On : 25 Sep 2019 16:38

Operator :© JU

Sample : PB123268BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Heptacosane, l1-chloro- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.34 2.43 ng 25845 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane. l-chloro- 414 C27H55CI 062016-79-9 72
2 Sulfurous acid. dodecvl 2-propvl... 292 C15H3203S 1000309-12-3 72
3 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 64
4 Heptadecane 240 C17H36 000629-78-7 64
5 Octane, 3-ethyl-2,7-dimethyl- 170 C12H26 062183-55-5 59
Abundance Scan 2423 (16.339 min): BF117243.D (-2416) (-) m/z 71.10 100.00%
!
43
5000
127 16.00 16.20 16.40 16.60
o b e 4 m/z 57.10 96.65%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217413: Heptacosane, 1-chloro-
57
5000
85 16.00 16.20 16.40 16.60
- m/z 85.10 68.41%
oL, |M “3 141161183 211231253273 301323343 371394414
m/z--> 50 100 150 200 250 300 350 400
Abundance #137569: Sulfurous acid, dodecyl 2-propyl ester
43
16.00 16.20 16.40 16.60
5000 71 m/z 43.00 65.21%
Ll LI 1 169 203 23
m/z--> 50 100 150 200 250 300 350 400
Abundance #71408: Dodecane, 2,6,11-trimethyl-
43|, 16.00 16.20 16.40 16.60
m/z 55.00 38.14%
5000
oL L 4| Lli | 1141 169 197
m/z--> 50 100 150 200 250 300 350 400 16.00 16.20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF092519\
Data File : BF117243.D

Acq On = 25 Sep 2019 16:38

Operator : JU

Sample : PB123268BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091319_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... 2.18 4.0 ng 49697 1 6.82 247578 20.0
unknown6 .59 6.59 108.2 ng 1339500 1 6.82 247578 20.0
Heneicosane 14.73 2.2 ng 23050 6 15.43 212531 20.0
Hexadecane 15.06 3.3 ng 35244 6 15.43 212531 20.0
Hexacosane 15.85 3.4 ng 36527 6 15.43 212531 20.0
Heptacosane, 1-ch... 16.34 2.4 ng 25845 6 15.43 212531 20.0
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