LSC Area Percent Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF020518\
Data File : BF102731.D

Aca On : 5 Feb 2018 11:58

Operator : SJ/JU

Sample : J1436-01

Misc :

ALS Vial : 6 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-BF020318.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 2.169 9 14 19 rVB 453126 577094 10.39% 1.186%
2 5.122 512 516 522 rVB 146517 201041 3.62% 0.413%
3 5.498 574 580 583 rBY 4997790 5457550 98.22% 11.213%
4 6.510 745 752 764 rVB 4688790 5556486 100.00% 11.416%
5 6.651 771 776 779 rBVY 5252216 5371025 96.66% 11.035%
6 6.881 811 815 819 rBVY 1707802 1365791 24.58% 2.806%
7 7.039 837 842 845 rVB 4484446 4037600 72.66% 8.295%
8 7.445 905 911 914 rBVY 3543813 3518585 63.32% 7.229%
9 8.163 1029 1033 1036 rBv 2277278 1811632 32.60% 3.722%
10 9.239 1211 1216 1219 rBvV 5671509 5341802 96.14% 10.975%
11 9.627 1278 1282 1285 rBV 605603 454646 8.18% 0.934%
12 9.845 1317 1319 1322 rVB 91820 66358 1.19% 0.136%
13 9.916 1327 1331 1335 rVvB 1990700 1895568 34.11% 3.895%
14 10.345 1402 1404 1407 rVB 99885 72365 1.30% 0.149%

15 10.633 1448 1453 1459 rBvV 106011 108809 1.96% 0.224%

16 10.710 1459 1466 1469 rBV 3154147 3185675 57.33% 6.545%
17 10.816 1481 1484 1490 rVB 83067 96320 1.73% 0.198%
18 11.263 1557 1560 1563 rBV 64266 60544 1.09% 0.124%
19 11.404 1580 1584 1588 rBV 1948584 1689445 30.40% 3.471%
20 11.927 1669 1673 1678 rBV 739426 727344 13.09% 1.494%

21 12.710 1802 1806 1814 rBV 496751 531071 9.56% 1.091%

22 12.804 1819 1822 1825 rVB 109164 98042 1.76% 0.201%
23 12.880 1833 1835 1839 rVB 118537 97227 1.75% 0.200%
24 12.992 1849 1854 1857 rBV 3881915 3846113 69.22% 7.902%
25 13.462 1932 1934 1939 rVB 86684 80588 1.45% 0.166%

26 13.874 2001 2004 2016 rVB 319415 329833 5.94% 0.678%
27 14.039 2029 2032 2036 rVB 1057845 1027375 18.49% 2.111%
28 15.521 2279 2284 2293 rBV 830350 1066305 19.19% 2.191%

Sum of corrected areas: 48672234
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

U:\HPCHEMI\BNA F\DATA\BF020518\

BF102731.D

5 Feb 2018 11:58

SJ/Ju

J1436-01

6 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\METHODS\8270-BF020318.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 : U:\HPCHEM1\BNA F\DATA\BF020518\
Data File : BF102731.D

Aca On : 5 Feb 2018 11:58

Operator : SJ/JU

Sample : J1436-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 4

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

2.17 8.45 ng 577094 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 40
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 38
4 Silane. ethvltrimethvl- 102 C5H14Si 003439-38-1 36
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 14 (2.169 min): BF102731.D (-9) (-) m/z 73.00 100.00%
74.0
5000 43.0
55.0
87.0 A
| ‘ 2.20 2.30 2.40 2.50 2.60
S RSO R A— (Y 52 X o0 IR ¥ B0 <1/
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000
43.0 2.20 2.30 2.40 2.50 2.60
55.0 87.0 m/z 55.00 33.78%
29.0 ‘ ‘
0 N L,
RIS I L UL UL IR IR LI SN IR NS SRR BARAN SRRAN SRR
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73.0
87.0 AN AR U LU R A
2.20 2.30 2.40 2.50 2.60
5000 41.0 550 m/z 87.00 24 .39%
29.0

99.0 112.0 129.0

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1995: Silane, tetramethyl- AT
73.0 2.20 2.30 2.40 2.50 2.60
m/z 41.00 14 .44%
5000
43.0
oL 20 150 280 I 500 | 880
L L L L L L L LI L LN LR LRI BURL UL BRI BLRLELL BRI IR _'_'_'-r'_'_'_'-l_'_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_r
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF020518\
Data File : BF102731.D

Aca On : 5 Feb 2018 11:58

Operator : SJ/JU

Sample : J1436-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 7

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

5.12 2.94 ng 201041 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 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 516 (5.122 min): BF102731.D (-512) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0
83.0 480 5.00 5.20 5.40
S 1 1 RN ML SN NS SN m/z 58.95 58.08%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 BN RS N AN R
59.0 480 500 520 540
0
150 4, 1010 m/z 58.00 18.67%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540
5000 41.0 m/z 101.00 18.36%
29.0
87.0
ol 150 71.0 98.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester s e
54.0 480 5.00 5.20 5.40
m/z 41.00 8.52%
5000 41.0
o T O =Y 1260 1420
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 540
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF020518\
Data File : BF102731.D

Aca On : 5 Feb 2018 11:58

Operator : SJ/JU

Sample : J1436-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 78.65 ng 5371030 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 776 (6.651 min): BF102731.D (-771) (-) m/z 132.00 100.00%
132.0
5000 68.0
00 50 || ho %00, ek ok ok 7o
o 1 NSO NN N - .- [ I | N m/z 68.00 40.27%
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 N
5000 IR S R R L
6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 33.40%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 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 27.78%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole L L L L L L L B
132.0 6.40 6.60 6.80 7.00
m/z 69.00 15.70%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
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 : U:\HPCHEM1\BNA F\DATA\BF020518\
Data File : BF102731.D

Aca On : 5 Feb 2018 11:58

Operator : SJ/JU

Sample : J1436-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.93 8.61 ng 727344 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 91
4 Octadecanoic acid 284 C18H3602 000057-11-4 90
5 Dodecanoic acid 200 C12H2402 000143-07-7 80
Abundance Scan 1673 (11.927 min): BF102731.D (-1669) (-) m/z 60.00 100.00%
60.0
5000 129.0
85.0
a6 157.1 185.1 2132 256.2 2021 11.60 11.80 12.00 12.20
0 : m/z 72.95 95.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 LR BURBULE BN BULLLE SULBURS
83.0 11.60 11.80 12.00 12.20
J‘“‘ 1570 1900 2130 2560 m/z 43.00 90.00%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43.0  73.0
1160 11.80 12.00 12.20
5000 129.0 m/z 57.00 83.58Y%
97.0 199.0
1570 242.0
0l15.0
mﬁmﬂmrmwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 LNA,hv\,mwgﬂ&
Abundance #72643: Tridecanoic acid L
430 | 730 11.60 11.80 12.00 12.20
m/z 55.00 73.62%
5000 129.0
171.0
97.0 214.0
ol SR N BN BRI UGS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF020518\
Data File : BF102731.D

Aca On : 5 Feb 2018 11:58

Operator : SJ/JU

Sample : J1436-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.71 6.29 ng 531071 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 87
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 n-Decanoic acid 172 C10H2002 000334-48-5 86

Abundance Scan 1806 (12.710 min): BF102731.D (-1802) (-) m/z 43.00 100.00%

43.0, 73.0

5000
129.1

185.1 241.2
157.0 213.1 2843 3150 12.40 12.60 12.80 13.00

ap 0 L g3 | TUC8180 0 h77 57.00 93.35%

04
m/z--> 50 100 150 200 250 300 350
Abundance #131262: Octadecanoic acid
73.0
43.0
129.0
5000 2840 TT T TT T T[T T I T[T TTIT]
185.0 2410 12.40 12,60 12.80 13.00
Hﬁ ‘ m/z 73.00 87.72%
1.
oA L ooy [ pog |
m/z--> 50 100 150 200 250 300 350
Abundance
60.0 L
12.40 12.60 12.80 13.00
5000 129.0 m/z 59.95 85.38%
97.0 157.01g5 02130  256.0
ol —— Al bl g g L L L
m/z--> 50 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester S T T R
43.0 12.40 12.60 12.80 13.00
m/z 55.00 80.10%
73.0
129.0
185.0213.0241.0 Nwﬂdmwanij
o ‘ uu ‘ o o B s L0 3720
e . A L an et AR e R R
m/z--> 50 O 150 200 250 300 350 12. 40 12. 60 12. 80 13 00
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF020518\
Data File : BF102731.D

Aca On : 5 Feb 2018 11:58

Operator : SJ/JU

Sample : J1436-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 Cyclotetracosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.87 6.42 ng 329833 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetracosane 336 C24H48 000297-03-0 94
2 1-Heneicosanol 312 C21H440 015594-90-8 94
3 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 94
4 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 91
5 Octacosanol 410 C28H580 000557-61-9 91
Abundance Scan 2003 (13.868 min): BF102731.D (-2001) (-) m/z 57.00 100.00%
571.0
97.0
5000
SR AR SUNIUE SR B
1531 196.1 0 285.1 303.2 13.60 13.80 14.00 14.20
I— 2380 m/z 55.00 93.69%
m/z--> 50 100 150 200 250 300 350
Abundance #174179: Cyclotetracosane
430 g30
5000 SR AR SUNRIUE SR SR
13.60 13.80 14.00 14.20
50 m/z 43.00 79.68%
o “ | ‘H‘ | ﬂ | 1540 1960 _ 250.02790  336.0
m/z--> 50 100 150 200 250 300 350
Abundance
5.0 o/
13.60 13.80 14.00 14.20
5000 m/z 69.00 64 .51%
oL 260 13901680 2100 266.0295.0 N,NNN\MWﬁAhNAWMwwawNWwﬂ
m/z--> 50 100 150 200 250 300 350
Abundance #212865: Pentafluoropropionic acid, heptadecyl ester L e ELLELELE m i e
57.0 13.60 13.80 14.00 14.20
97.0 m/z 83.10 63.03%
h /\M\@—/‘A‘W
o270 li ‘ | ‘W'O. 1680 20002380 2830 3840
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : U:\HPCHEM1\BNA_F\DATA\BF020518\
Data File : BF102731.D

Acq On : 5 Feb 2018 11:58

Operator : SJ/JU

Sample - J1436-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_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... 2.17 8.4 ng 577094 1 6.88 1365790 20.0
2-Pentanone, 4-hy... 5.12 2.9 ng 201041 1 6.88 1365790 20.0
unknown6 .65 6.65 78.7 ng 5371030 1 6.88 1365790 20.0
n-Hexadecanoic acid 11.93 8.6 ng 727344 4 11.40 1689450 20.0
Octadecanoic acid 12.71 6.3 ng 531071 4 11.40 1689450 20.0
Cyclotetracosane 13.87 6.4 ng 329833 5 14.04 1027380 20.0
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