LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030818\

Data File : BF103541.D

Aca On 9 Mar 2018 3:25 Instrument :

Operator : SJ/JU BNA_F

Sample - J1794-03 ClientSampleld :

Vi _ 030118-JETT-F-D-M
isc :

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:\HPCHEM1I\BNA F\METHODS\8270-BF022218.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 5.087 507 510 527 rBV 47249 101251 2.81% 0.441%
2 5.493 576 579 602 rBV 471563 1070267 29.68% 4 .665%
3 6.510 749 752 770 rBV 280951 728602 20.20% 3.176%
4 6.634 770 773 802 rVB 1757893 2242487 62.18% 9.774%
5 6.863 809 812 828 rBV 710058 830447 23.03% 3.619%
6 7.016 834 838 854 rBVY 2473805 2896479 80.32% 12.624%
7 7.434 905 909 933 rBVY 1895165 2620817 72.67% 11.423%
8 8.151 1027 1031 1059 rBV 648188 1125892 31.22% 4_.907%
9 9.222 1209 1213 1223 rBvV 3259238 3606335 100.00% 15.718%
10 9.628 1274 1282 1287 rBvV2 28441 46916 1.30% 0.204%
11 9.822 1311 1315 1319 rBV 54182 50039 1.39% 0.218%
12 9.910 1326 1330 1343 rBV 822913 1023499 28.38% 4.461%
13 10.316 1397 1399 1403 rVB 87925 64852 1.80% 0.283%

14 10.704 1461 1465 1477 rBV 862413 1172056 32.50% 5.108%
15 10.792 1477 1480 1494 rVB 73887 118676 3.29% 0.517%

16 11.245 1553 1557 1559 rBV 39813 41186 1.14% 0.180%
17 11.404 1580 1584 1597 rBV 649619 860047 23.85% 3.748%
18 12.786 1815 1819 1825 rBV 170345 160254 4._.44% 0.698%
19 12.986 1848 1853 1869 rBV 2433055 2526535 70.06% 11.012%
20 13.492 1935 1939 1942 rBV 147943 121511 3.37% 0.530%

21 13.868 1999 2003 2010 rBV2 34414 54442 1.51% 0.237%
22 14.057 2031 2035 2046 rBV 586598 748377 20.75% 3.262%
23 14.492 2105 2109 2114 rBV 35324 36367 1.01% 0.159%
24 14.798 2158 2161 2168 rVB 45640 47957 1.33% 0.209%
25 15.139 2216 2219 2223 rVB 37785 39633 1.10% 0.173%
26 15.521 2281 2284 2287 rBV2 34463 40648 1.13% 0.177%
27 15.568 2287 2292 2306 rVB2 304763 532029 14.75% 2.319%
28 15.957 2355 2358 2365 rVB2 23146 36191 1.00% 0.158%
Sum of corrected areas: 22943792
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

\\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF030818\

BF103541.D

9 Mar 2018 3:25

SJ/Ju

J1794-03

29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030818\
Data File : BF103541.D

Aca On > 9 Mar 2018 3:25

Operator : SJ/JU

Sample : J1794-03

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 6

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

5.09 2.44 ng 101251 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 9
4 Propanoic acid. 2-hvdroxy-2-meth... 132 C6H1203 000080-55-7 9
5 1-Butanol, 3-methoxy- 104 C5H1202 002517-43-3 9

Abundance Scan 511 (5.093 min): BF103541.D (-507) (-) m/z 43.00 100.00%
43
59
5000
101 U R N R SR
| 83 | 480 5.00 520 5.40
SRR 1SS A SRS MM m/z 59.00 58.39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LR R L L I
59 480 500 520 5.40
m/z 101.00 22.02%
15 31 101
| 25 7 37 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
S ARAS RARRS LSS mn
480 5.00 520 5.40
5000 m/z 58.00 19.16%
a1 101
15 31 53 69 83
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8205: Acetic acid, 1,1-dimethylethy!| ester
43 480 5.00 520 5.40
m/z 41.00 10.16%
5000 57
29
101
RN |"Jwﬂ"??“*"'ﬁq "'I""I"'Z% ""I""It"'l'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 520 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030818\
Data File : BF103541.D

Aca On > 9 Mar 2018 3:25

Operator : SJ/JU

Sample : J1794-03

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 unknown6.63 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.63 54.01 ng 2242490 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
Abundance Scan 772 (6.628 min): BF103541.D (-770) (-) m/z 132.00 100.00%

132
5000

620 640 660 680 700
m/z 68.00 51.44%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 [vrrr[rrrrprrrr[prrrorprors
6.20 6.40 6.60 6.80 7.00
0
- 51 78 m/z 65.95 36.04%
38
SN /G (NN NOU AN | SRR |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132

6.20 6.40 6.60 6.80 7.00
m/z 134.00 31.57%

5000
33 44 o 97 105
78
51 60 86 115
memwmﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole

132 6.20 6.40 6.60 6.80 7.00
m/z 69.00 20.44%

5000
104
51 66 77
14 27 37 44 5! 58 | 5. 89 97 || 115
e e L B L e AR Lo

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030818\
Data File : BF103541.D

Aca On > 9 Mar 2018 3:25

Operator : SJ/JU

Sample : J1794-03

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.79 2.76 ng 118676 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 83
2 Undecane. 5.7-dimethyl- 184 C13H28 017312-83-3 64
3 Nonane. 3.7-dimethvl- 156 Cl11H24 017302-32-8 64
4 Sulfurous acid. 2-ethvlhexvl iso... 278 C14H3003S 1000309-19-0 64
5 Tetradecane 198 C14H30 000629-59-4 53
Abundance Scan 1480 (10.792 min): BF103541.D (-1477) (-) m/z 57.00 100.00%
57
43 71
5000 85
o T R
113 197 10.40 10.60 10.80 11.00 11.20
..,....,...h,.."..,':-...'-',..:'.~,...?‘,‘9... e | M/Z 43.00  63.04%
m/z--> 20 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
43 ¥
5000 & AR SRR BRI DU
a5 10 40 10. 60 10 80 11. oo 11. 20
29 m/z 71.00 59.29%
| “ Lo “ 99 113 127 141 155 169 183 107 226
m/z--> 25 45 eb ab 160 150 140 160 180 200 250
Abundance
43
57 LB UNISR LR SURR I
10.40 10.60 10.80 11.00 11.20
5000 1 m/z 84.95 38.50%
85
29
99 113 127
m/z--> 25 45 65 ab 160 150 140 160 180 260 250
Abundance #28441: Nonane, 3,7-dimethyl-
57 10.40 10.60 10.80 11.00 11.20
m/z 40.95 32.74%
43 71
5000
29 85
“ | 97 111 1%7 141 156
m/z--> 2'0 4'0 6|O 8|O 1(')0 150 140 160 180 2(')0 250 10 40 10. 60 10 80 11. oo 11. 20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030818\
Data File : BF103541.D

Aca On > 9 Mar 2018 3:25

Operator : SJ/JU

Sample : J1794-03

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Hexadecanoic acid, butyl ester Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.79 4.28 ng 160254 Chrysene-di12 14 .06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 91
2 Cvclobutane. 1.1-dimethvl-2-octvl- 196 C14H28 062338-30-1 38
3 Cvclobutane. 1-hexvl-2.3-dimethvl- 168 C12H24 055170-84-8 38
4 2-Methyl-n-1-tridecene 196 C14H28 018094-01-4 38
5 Hexadecanoic acid, 1,l1-dimethyle... 312 C20H4002 031158-91-5 38
Abundance Scan 1820 (12.792 min): BF103541.D (-1815) (-) m/z 56.00 100.00%
56

5000
41
73

%

257
129 239
97 185 213 12.40 12.60 12.80 13.00 13.20

m/z 57.00 59.24%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154932: Hexadecanoic acid, buty| ester
56
5000 LA L L L L L L L LB
41 12:40 12,60 12.80 13.00 13.20

m/z 41.00 39.27%

2 ) || H\ b | 157 185 213 U7 | om3 312
””,”..”.P”q.”q”“,””.”..“..”.”” RaaEamaTEETA SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
A B et
12.40 12.60 12.80 13.00 13.20
5000 m/z 43.00 39.13%
41
26 8 111 140 168 196
WWWWWWTWTWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #36863: Cyclobutane, 1-hexyl-2,3-dimethyl- e
56 12.40 12.60 12.80 13.00 13.20
m/z 55.00 33.70%
83
26 | | | e 1% 16
v“'v“ T T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 40 12. 60 12. 80 13. OO 13. 20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030818\
Data File : BF103541.D

Aca On > 9 Mar 2018 3:25

Operator : SJ/JU

Sample : J1794-03

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Butyl myristate

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.49 3.25 ng 121511 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvl mvristate 284 C18H3602 000110-36-1 86
2 Cvclopropane. 1-(1-methvlethvD)-... 210 C15H30 041977-39-3 38
3 Pentadecane. 8-methvlene- 224 C16H32 055668-09-2 37
4 Oxirane. 2.3-bis(l-methvlethvl)-... 128 C8H160 054644-32-5 37
5 1-Heptene, 2-methyl- 112 C8H16 015870-10-7 35

Abundance Scan 1939 (13.492 min): BF103541.D (-1935) (-) m/z 56.00 100.00%
96
5000 4 .
‘{ | 129 285 " 1390 1340 13.60 13.80
143 171185 241 267 13.20 13.40 13.60 13.80
L || |.|| |||| |J|.I .|||| | “:IL|57”” ....99...2.2.7..'....,....,.... m/Zz 57.00 58.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131257: Butyl myristate
56
0001y 229 | 13.20 13.40 13.60 13.80
211 m/z 42.95 39.96%
7101 284
\\ H‘ i ”*5 \..1,‘??%?7.17.1. & wresbereh 255269 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
56
| 13.20 13.40 13.60 13.80
5000 i m/z 41.00 36.66%
70
111, 154 19 210
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #81262: Pentadecane, 8-methylene- e
13.20 13.40 13.60 13.80
m/z 54.95 31.79%
5000

m/z-->

125
140154168180106 224

20 40 60 80 100 120 140 160 180 200 220 240 260 280

-

13. 20 13. 40 13. 60 13. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF030818\
Data File : BF103541.D

Acq On : 9 Mar 2018 3:25

Operator : SJ/JU

Sample : J1794-03

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF022218_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]
2-Pentanone, 4-hy... 5.09 2.4 ng 101251 1 6.86 830447 20.0
unknown6 .63 6.63 54_.0 ng 2242490 1 6.86 830447 20.0
Hexadecane 10.79 2.8 ng 118676 4 11.40 860047 20.0
Hexadecanoic acid... 12.79 4.3 ng 160254 5 14.06 748377 20.0
Butyl myristate 13.49 3.3 ng 121511 5 14.06 748377 20.0
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