LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030618\
Data File : BF103478.D

Aca On > 7 Mar 2018 1:27

Operator : SJ/JU

Sample : J1809-01

Misc :

ALS Vial : 20 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 2.134 3 8 18 rVB 210582 301825 9.53% 1.188%
2 5.110 511 514 525 rBV 46318 77969 2.46% 0.307%
3 5.498 576 580 604 rBY 2082600 2925055 92.33% 11.512%
4 6.510 748 752 771 rBV 2176148 3168147 100.00% 12.469%
5 6.645 771 775 810 rVV 2643463 3143255 99.21% 12.371%
6 6.869 810 813 827 rVvV 672472 756527 23.88% 2.977%
7 7.028 836 840 860 rBVY 1936515 2225509 70.25% 8.759%
8 7.439 906 910 926 rBVY 1367286 1932889 61.01% 7.607%
9 8.157 1028 1032 1059 rVB 610234 951817 30.04% 3.746%
10 9.227 1210 1214 1223 rBvV 2411571 2580616 81.46% 10.157%
11 9.292 1223 1225 1229 rVB 77574 77492 2.45% 0.305%

12 9.622 1275 1281 1288 rBV 177490 250363 7.90% 0.985%
13 9.822 1312 1315 1320 rVB 132977 108429 3.42% 0.427%
14 9.910 1327 1330 1342 rVB 848395 907045 28.63% 3.570%
15 10.298 1393 1396 1398 rBV 50610 44680 1.41% 0.176%

16 10.322 1398 1400 1403 rVB 148779 110592 3.49% 0.435%
17 10.539 1433 1437 1440 rBvV 38613 44504 1.40% 0.175%
18 10.710 1462 1466 1478 rBV 986954 1315291 41.52% 5.177%
19 10.798 1478 1481 1487 rVB 114477 136822 4._.32% 0.538%

20 11.245 1554 1557 1560 rBV 73078 64391 2.03% 0.253%
21 11.410 1581 1585 1593 rBV 667770 785774 24 _.80% 3.093%
22 11.674 1627 1630 1633 rBV 48625 38941 1.23% 0.153%
23 11.951 1669 1677 1679 rBv4 27194 54842 1.73% 0.216%
24 12.627 1789 1792 1798 rVB 61302 65531 2.07% 0.258%
25 12.792 1818 1820 1824 rBV3 32648 37223 1.17% 0.146%
26 12.863 1830 1832 1838 rVB 66781 64287 2.03% 0.253%
27 12.910 1838 1840 1843 rBV3 31707 44567 1.41% 0.175%
28 12.992 1850 1854 1858 rBV 1852752 1760104 55.56% 6.927%
29 13.462 1930 1934 1935 rBv4 39810 58480 1.85% 0.230%
30 13.498 1938 1940 1942 rVVv2 47012 41206 1.30% 0.162%

31 13.868 2001 2003 2009 rVB 134023 178083 5.62% 0.701%
32 14.062 2032 2036 2045 rVB 632670 752162 23.74% 2.960%
33 15.574 2290 2293 2300 rVB 301332 404042 12.75% 1.590%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030618\
Data File : BF103478.D

Aca On > 7 Mar 2018 1:27

Operator : SJ/JU

Sample : J1809-01

Misc :

ALS Vial =: 20 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF022218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 25408460
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library :

TIC Integ

LSC Report - Integrated Chromatogram

> \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030618\
: BF103478.D

: 7 Mar 2018 1:27

: SJ/JU

: J1809-01

- 20 Sample Multiplier: 1

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

C:\DATABASE\NIST11.L
ration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF103478.D

5.50

5.11
AN

6.51

65

7.03

7.44

6.87

0
Time-->

5.00

L
5.50 6.00

6.50

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF103478.D

10.71
9.91

8.16 11.41

11.24

11.67 11.95

12.99

0
Time-->

I
10.50 11.00 11.50

12.00

12.50

13.50

13.00

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF103478.D

14.06
15.57

13.87

Time-->

16.50 17.00

16.00

15.00

15.50

14.00 14.50

17.50

18.00

18.50 19.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030618\
Data File : BF103478.D

Aca On > 7 Mar 2018 1:27

Operator : SJ/JU

Sample : J1809-01

Misc :

ALS Vial : 20 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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.13 7.98 ng 301825 1,4-Dichlorobenzene-d4 6.87
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 2.5-Dimethvl-4-hvdroxv-3-hexanone 144 C8H1602 000815-77-0 28
4 Butanoic acid. 2-hvdroxv-2-methy... 132 C6H1203 032793-34-3 25
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25

Abundance Scan 7 (2.128 min): BF103478.D (-3) (-) m/z 73.00 100.00%
73
5000 43 /\
¥ 8 U R UL A LR I
2.20 2.30 2.40 2.50
e L o7 128 149 TAT00 43, 34%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4486: Butane, 2-methoxy-2-methyl- J/\k\N‘v‘—~\-N’~vﬁﬁvg~\-~_
73
5000 RS UL I IR I
43 2.20 2.30 2.40 2.50
55 87 m/z 55.00 31.18%
29
AR AR AN NS UL SRR IRERE NN RN RS GRS RARAN RS UL SRR SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
73
87 USSR AR R AR
2.20 2.30 2.40 2.50
5000 41 55 m/z 87.00 25.98%
29
65 97 112 129
mmmmmwmwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20946: 2,5-Dimethyl-4-hydroxy-3-hexanone R R R
73 2.20 2.30 2.40 2.50
m/z 41.00 14 .86%
43
B I JL/M
27
15 1, L “‘ %7 102 115 127 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 220 230 2.40 250
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030618\
Data File : BF103478.D

Aca On > 7 Mar 2018 1:27

Operator : SJ/JU

Sample : J1809-01

Misc :

ALS Vial : 20 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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

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

5.11 2.06 ng 77969 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
3 Acetone 58 C3H60 000067-64-1 9
4 Ethanone. 1-(2-methvlcvclopropvl)- 98 C6H100 000930-56-3 9
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 9

Abundance Scan 514 (5.110 min): BF103478.D (-511) (-) m/z 43.00 100.00%
43
59
5000
101 480 500 520 540
et s s | 577 59.00 62.81%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 N L LS LSS S
59 480 500 520 540
m/z 101.00 17.43%
53 s, 88 g3 %
miz--> 0 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
480 500 520 540
5000 m/z 57.90 16.01%
a1 101
15 31 53 69 83
miz--> 0 10 20 30 40 50 60 70 8 90 100 110
Abundance #214: Acetone LI L L L B B L B |
43 480 5.00 5.20 5.40
m/z 41.00 9.55%
5000 kwm
15
58
27
"W?”'IA'W"mu”'ﬁl'”l”'lP'”l'”'P"W'”'I”'W' IR LS LR UL A
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030618\
Data File : BF103478.D

Aca On > 7 Mar 2018 1:27

Operator : SJ/JU

Sample : J1809-01

Misc :

ALS Vial : 20 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 3 unknown6.65 Concentration Rank 1

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

6.65 83.10 ng 3143260 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 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): BF103478.D (-771) (-) m/z 131.95 100.00%
5000 68
40 o 54 62|| 75 o1 &7 9|6 104 146 6.40 6.60 6.80 7.00
e T T I || M m/z 67.95 38.67%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.40 6.60 6.80 7.00
0
31384451 78 m/z 134.00 33.78%
“'wh“wwl“mh'w'“lw'“l“'w'“'w'“l“'w'“' T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
" 640 6.60 6.80 7.00
5000 67 m/z 66.00 26.41%
41 97
53 2 117
34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132 6.40 6.60 6.80 7.00
m/z 69.00 15.17%
5000
33 44 o g7 105
78
"“l'k"l“"?%"ﬁq"'l'"ll'ﬁql"J'w'L“ }}ﬁl""l“" T IR RS L R R
m/z--> 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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030618\
Data File : BF103478.D

Aca On > 7 Mar 2018 1:27

Operator : SJ/JU

Sample : J1809-01

Misc :

ALS Vial : 20 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 5 Hexadecane Concentration Rank 7

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

9.82 2.39 ng 108429 Acenaphthene-d10 9.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tetradecane 198 C14H30 000629-59-4 90
3 Pentadecane 212 C15H32 000629-62-9 86
4 Tridecane 184 C13H28 000629-50-5 80
5 Decane, 2,6,7-trimethyl- 184 C13H28 062108-25-2 59

Abundance Scan 1315 (9.822 min): BF103478.D (-1312) (-) m/z 57.00 100.00%
57
43
71
5000
99 9.60 9.80 10.00 10.20
113
RSN M 127 141 163 m/z 43.00 74.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83024: Hexadecane
43 57
71
5000 AR L UL UL S
85 9.60 9.80 10.00 10.20
29 m/z 71.00 55.62%
\‘ L s 141 155 169 183 226
m/z--> 20 Jo éo 80 100 150 140 160 180 200 220
Abundance
57
43
71 9.60 9.80 10.00 10.20
5000 85 m/z 41.00 35.42%
29
15 9 113 127 141 155 169 198
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71393: Pentadecane L B e B o
57 9.60 9.80 10.00 10.20
43 m/z 85.00 34.97%
71
5000 85
29 99
15 L I 113127 141 155 169 183 212
m/z--> 20 Jo éo 50 100 150 140 160 180 200 220 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030618\
Data File : BF103478.D

Aca On > 7 Mar 2018 1:27

Operator : SJ/JU

Sample : J1809-01

Misc :

ALS Vial : 20 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 8 Trifluoroacetoxy hexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.87 4.74 ng 178083 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 93
2 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 90
3 1-Heneicosanol 312 C21H440 015594-90-8 81
4 n-Heptadecanol-1 256 C17H360 001454-85-9 81
5 n-Nonadecanol-1 284 C19H400 001454-84-8 81
Abundance Scan 2003 (13.868 min): BF103478.D (-2001) (-) m/z 57.00 100.00%
57
83
5000
226 13,60 13.80 14.00 14.20
3 137155 182 259
—_— 202 281 m/z 55.00 96.25%
m/z--> 50 100 150 200 250 300 350
Abundance #175127: Trifluoroacetoxy hexadecane
57
97
5000 LR BN SULRL L B
13.60 13.80 14.00 14.20
29 ]25 m/z 43.00 94 .20%
A7 ‘ || as4 196 224 551269 330
m/z--> 50 100 150 200 250 300 350
Abundance
57
o7 13,60 13.80 14.00 14.20
5000 m/z 83.00 76.61%
- 125
79 154 182 224 252 279297 308 343
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol R EEEEE RS
55 83 13.60 13.80 14.00 14.20
m/z 69.00 68.08%
5000 111
29
JLd ‘ ‘ LY 167 196 s 266 204
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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF030618\
Data File : BF103478.D

Acq On > 7 Mar 2018 1:27

Operator : SJ/JU

Sample - J1809-01

Misc :

ALS Vial =: 20 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 2.13 8.0 ng 301825 1 6.87 756527 20.0
2-Pentanone, 4-hy... 5.11 2.1 ng 77969 1 6.87 756527 20.0
unknown6 .65 6.65 83.1 ng 3143260 1 6.87 756527 20.0
Hexadecane 9.82 2.4 ng 108429 3 9.91 907045 20.0
Trifluoroacetoxy ... 13.87 4.7 ng 178083 5 14.06 752162 20.0
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