LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040418\

Data File : BF104259.D

Aca On 5 Apr 2018 7:11 Instrument :

Operator : JU/SJ gmgigamlem'

agmple : J2179-01 03&1&0341905
isc :

ALS Vial : 35 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:\HPCHEM1I\BNA F\METHODS\8270-BF032818.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 2.252 24 28 35 rvB 349154 474633 11.41% 2.205%
2 5.598 593 597 626 rBV2 108637 624309 15.01% 2.900%
3 6.616 764 770 785 rBV3 94187 461072 11.08% 2.142%
4 6.722 785 788 824 rVvV 976162 2013059 48.39% 9.352%
5 6.951 824 827 849 rVvV 215179 596669 14.34% 2.772%
6 7.104 849 853 877 rVV 1952506 2673063 64.25% 12.418%
7 7.516 920 923 946 rBV 996623 2018656 48.52% 9.378%
8 7.663 946 948 974 rVB2 51475 161912 3.89% 0.752%
9 8.234 1041 1045 1075 rBV 427905 886349 21.30% 4.118%
10 9.304 1223 1227 1260 rBV 3055600 4160454 100.00% 19.328%
11 9.628 1276 1282 1286 rVB 82086 71339 1.71% 0.331%
12 9.698 1287 1294 1300 rBvV2 38225 61760 1.48% 0.287%
13 9.892 1324 1327 1331 rBV 57321 46142 1.11% 0.214%
14 9.986 1340 1343 1361 rVB 753171 893372 21.47% 4_.150%
15 10.392 1410 1412 1415 rVB 74128 51513 1.24% 0.239%

16 10.781 1475 1478 1490 rBV 886094 1348820 32.42% 6.266%
17 10.863 1490 1492 1509 rVB 79885 140608 3.38% 0.653%
18 11.486 1594 1598 1614 rBV 507758 800907 19.25% 3.721%
19 13.063 1862 1866 1888 rBV 2303380 2803250 67.38% 13.023%
20 13.933 2011 2014 2021 rBV 88322 111545 2.68% 0.518%

21 14.139 2045 2049 2065 rBV 390347 587592 14.12% 2.730%
22 15.674 2305 2310 2324 rBV 283474 538001 12.93% 2.499%

Sum of corrected areas: 21525025
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF040418\

BF104259.D

5 Apr 2018 7:11

Ju/SJ

J2179-01 032918-DBRI-F-D-B
35 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF032818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L
LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040418\

Data File : BF104259.D

Aca On : 5 Apr 2018 7:11

Operator : JU/SJ

ﬁ?ggle i J2179-01 032918-DBRI-F-D-B
ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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.

2.25 15.91 ng 474633 1,4-Dichlorobenzene-d4 6.96
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 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 Borane. dimethoxv- 74 C2H7B02 004542-61-4 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 28 (2.252 min): BF104259.D (-24) (-) m/z 73.05 100.00%
7B
5000
43 - g7
37 | 7 2.20 2.30 2.40 2.50 2.60 2.70
Obrr et e S L e | M7z 43.05 32.88%
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
43 2.20 2.30 2.40 2.50 2.60 2.70
- 87 m/z 87.10 25.36%
0 "|"JHN"??hMJ'%?“"'|"§?H""|""|"'}P}"'|""|""|"'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87
2.20 2.30 2.40 2.50 2.60 2.70
5000 a1 55 m/z 55.10 23.66%
29
0 47 67 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4436: Pentane, 3-methoxy-
73 2.20 2.30 2.40 2.50 2.60 2.70
m/z 71.10 10.81%
5000
45
29
o 39| S 67 101 !g
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60 2.70

8270-BF032818_.M Thu Apr 05 15:50:16 2018 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040418\
Data File : BF104259.D

Aca On : 5 Apr 2018 7:11

Operator : JU/SJ

Sample : J2179-01

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.72 Concentration Rank 2

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

6.72 67.48 ng 2013060 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 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 788 (6.722 min): BF104259.D (-785) (-) m/z 132.00 100.00%
5000 o8 %
40 54 ||787$15 J 6.40 6.60 6.80 7.00
Ol byl 7 87 LS~ m/z 68.05 36.28%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 32.77%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
6.40 6.60 6.80 7.00
5000 67 m/z 66.00 22.56%
41 97
53
79 117
O '|'§8"|%O§" [rrrr Tt
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.40 6.60 6.80 7.00
24 m/z 69.05 14 .20%
5000 og M° f\\ﬁ\\\uﬁ_‘
o ,\MI 89 I‘;ﬂm,\,\‘l,,m, s 8 AN
m/z--> 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:\HPCHEM1\BNA F\DATA\BF040418\

Data File : BF104259.D

Aca On : 5 Apr 2018 7:11

Operator : JU/SJ

ﬁ?ggle i J2179-01 032918-DBRI-F-D-B
ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 Cyclopentasiloxane, decamet... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
7.66 3.65 ng 161912 Naphthalene-d8 8.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentasiloxane. decamethvl- 370 C10H3005S15 000541-02-6 83
2 3-Amino-2-phenazinol ditms 355 C18H25N30Si2 1000332-15-5 47
3 N.N-Dimethvl-N"-(10-propvl-10H-a... 355 C24H25N3 1000286-20-4 43

4 N-(Trifluoroacetvl)-N.0.0".0""-t._.. 553 C22H42F3N04Si4 1000072-26-7 32
5 N-(Trifluoracetyl)-0,0",0""-tris... 495 C20H36F3N04Si3 054135-51-2 32

Abundance Scan 947 (7.657 min): BF104259.D (-946) (-) m/z 73.00 100.00%
73
5000 267 355
45 115 7.40 7.60 7.80 8.00
150
ob gy raeaso | /7 267.00  45.22%
miz--> 50 100 150 200 250 300 350
Abundance #196317: Cyclopentasiloxane, decamethy!-
73
5000 355 LA L L L L L L L L
267 7.40 7.60 7.80 8.00
m/z 355.10 40.55%
2845 | 108 133 154 176193 223 249 | 293 323 |
e e e
miz--> 50 100 150 200 250 300 350
Abundance
73
o e
355 740 7.60 7.80 8.00
5000 m/z 74.10 17.31%
45 237 268
0 102 126 147 181 208 204 324
L T = R
miz--> 50 100 150 200 250 300 350
Abundance #187442: N,N-Dimethyl-N'-(10-propyl-10H-acridin-9-ylidene)...
385 7.40 7.60 7.80 8.00
m/z 268.00 15.69%
5000
268
51 77 s 152 180 il 237 } 2% 13 4
0...,\.".‘{. ."1,(‘)‘.111‘1.“1 ,“.““.“l. : J.J:.‘.A‘ P S RS BAREE ma e S
miz--> 50 100 150 200 250 300 350 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040418\

Data File : BF104259.D

Aca On : 5 Apr 2018 7:11

Operator : JU/SJ

ﬁ?ggle i J2179-01 032918-DBRI-F-D-B
ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 Undecane, 3-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.86 3.51 ng 140608 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 3-methvl- 170 C12H26 001002-43-3 86
2 Tetradecane 198 C14H30 000629-59-4 86
3 Dodecane. l1-i1odo- 296 C12H25l1 004292-19-7 80
4 Octane. 2.4.6-trimethvl- 156 C11H24 062016-37-9 80
5 Hexadecane 226 C16H34 000544-76-3 78
Abundance Scan 1492 (10.863 min): BF104259.D (-1490) (-) m/z 57.05 100.00%
q7
71
43
5000 85
99 USRS UL U
113 126 165 10.60 10.80 11.00 11.20
0! i e e AR R m/z 71.05 65.81%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38327: Undecane, 3-methyl-
57
43
5000 1 85 AU SR SN SR
10.60 10.80 11.00 11.20
29 m/z 43.10 56.86%
ol 15 J ‘L .l ‘ %9 112 126 M 155 170
miz--> B & % a6 1o o it 180 2%
Abundance
57
43 AU SR SO B
71 10.60 10.80 11.00 11.20
5000 85 m/z 85.10 42 _47%
29
ol 15 9 113 127 141 155 169 198
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #140552: Dodecane, 1-iodo-
57 10.60 10.80 11.00 11.20
71 m/z 41.10 29.89%
5000 43 85
29 99
m/z--> 20 40 6|0 8|O 100 120 140 1('30 180 200 1060 10,80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040418\

Data File : BF104259.D

Aca On : 5 Apr 2018 7:11

Operator : JU/SJ

ﬁ?ggle i J2179-01 032918-DBRI-F-D-B
ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 4
R.T. EstConc Area Relative to ISTD R.T.
13.93 3.80 ng 111545 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
4 11-Tricosene 322 C23H46 052078-56-5 91
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91
Abundance Scan 2013 (13.927 min): BF104259.D (-2011) (-) m/z 43.05 100.00%
13.60 13.80 14.00 14.20
(o} m/z 83.05 96.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #155046: 1-Heneicosanol
55 83
5000
13.60 13.80 14.00 14.20
m/z 69.05 91 .55%
167 196 222238 266 294

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55 83
e ey
13.60 13.80 14.00 14.20
5000 11 m/z 57.05 89.26%
29 139

o 167 196 224 252 280 308

mmmmmw’mmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #175127: Trifluoroacetoxy hexadecane T T T
13.60 13.80 14.00 14.20

m/z 55.00 84 .55%

:

5000

125

:

154 180196 224 9251 269
T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040418\

Data File : BF104259.D

Acq On : 5 Apr 2018 7:-11

Operator : JU/SJ

3?22'6 i J2179-01 032918-DBRI-F-D-B
ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032818_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... 2.25 15.9 ng 474633 1 6.96 596669 20.0
unknown6 .72 6.72 67.5 ng 2013060 1 6.96 596669 20.0
Cyclopentasiloxan. .. 7.66 3.6 ng 161912 2 8.23 886349 20.0
Undecane, 3-methyl- 10.86 3.5 ng 140608 4 11.49 800907 20.0
1-Heneicosanol 13.93 3.8 ng 111545 5 14.14 587592 20.0
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