LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110719\
Data File : BF117714.D

Aca On : 7 Nov 2019 19:33

Operator :© JU

Sample = K5723-07

Misc :

ALS Vial : 11 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-BF110619.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 2.228 19 24 37 rVB 1184162 1644938 24.35% 1.879%
2 3.451 230 232 247 rBV 54380 104497 1.55% 0.119%
3 5.151 515 521 530 rVB 1140532 1312257 19.43% 1.499%
4 5.545 583 588 591 rBY 6040916 5759358 85.26% 6.578%
5 6.551 753 759 763 rBVY 5937746 6332676 93.75% 7.233%
6 6.698 779 784 788 rBVY 6360803 6255156 92.60% 7.144%
7 6.933 820 824 827 rBV 4239302 3382902 50.08% 3.864%
8 7.092 847 851 854 rVB 5690167 4828424 71.48% 5.515%
9 7.492 914 919 922 rBVY 4335773 3838375 56.83% 4 .384%
10 8.222 1038 1043 1046 rBvV 5021471 4447387 65.84% 5.080%

11 9.298 1221 1226 1229 rBV 7865660 6754711 100.00% 7.715%
12 9.686 1289 1292 1296 rVB 941049 788260 11.67% 0.900%
13 9.980 1338 1342 1346 rVB 5637506 5130859 75.96% 5.860%
14 10.768 1471 1476 1479 rBV 5285906 4617778 68.36% 5.274%
15 10.868 1489 1493 1495 rBV 436647 323795 4._.79% 0.370%

16 11.333 1566 1572 1576 rBV4 54068 98295 1.46% 0.112%
17 11.474 1591 1596 1598 rBV 6005499 5319942 78.76% 6.076%
18 11.492 1598 1599 1602 rVvV 555534 394292 5.84% 0.450%
19 11.539 1602 1607 1610 rVB3 154970 203060 3.01% 0.232%
20 11.692 1629 1633 1636 rBV2 102178 96685 1.43% 0.110%

21 11.974 1678 1681 1682 rBV 150188 138263 2.05% 0.158%
22 11.992 1682 1684 1689 rVB2 706018 706428 10.46% 0.807%
23 12.080 1696 1699 1702 rBV2 163650 185065 2.74% 0.211%
24 12.110 1702 1704 1708 rVB 122322 103167 1.53% 0.118%
25 12.168 1708 1714 1718 rBV3 60985 92465 1.37% 0.106%

26 12.286 1733 1734 1742 rVB2 105577 90320 1.34% 0.103%
27 12.521 1771 1774 1777 rBV2 116338 114449 1.69% 0.131%
28 12.562 1777 1781 1786 rVV3 97969 152103 2.25% 0.174%
29 12.610 1786 1789 1794 rVB2 93030 117585 1.74% 0.134%
30 12.686 1799 1802 1806 rVV 1081799 851826 12.61% 0.973%

31 12.780 1815 1818 1821 rBV 273530 253052 3.75% 0.289%
32 12.915 1835 1841 1847 rVB 1019304 996874 14.76% 1.139%
33 13.033 1856 1861 1862 rBV3 60077 75238 1.11% 0.086%
34 13.062 1862 1866 1869 rVV 7483080 6716596 99.44% 7.672%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110719\
Data File : BF117714.D

Aca On : 7 Nov 2019 19:33

Operator :© JU

Sample = K5723-07

Misc :

ALS Vial : 11 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

Z :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.133 1875 1878 1882 rBV3 98330 123739 1.83% 0.141%

36 13.221 1890 1893 1895 rBV3 78025 100313 1.49% 0.115%
37 13.245 1895 1897 1899 rVB 100138 78566 1.16% 0.090%
38 13.351 1911 1915 1918 rBV2 133671 145451 2.15% 0.166%
39 13.751 1980 1983 1987 rVB 130211 130980 1.94% 0.150%
40 13.868 1998 2003 2005 rBV2 81634 135133 2.00% 0.154%

41 13.957 2015 2018 2025 rVB 638188 611729 9.06% 0.699%
42 14.121 2039 2046 2048 rBV 4711357 4764175 70.53% 5.442%
43 14.145 2048 2050 2056 rVB 484213 438263 6.49% 0.501%
44 14.280 2071 2073 2079 rVB3 140434 157802 2.34% 0.180%
45 14.539 2114 2117 2120 rVB 119519 106953 1.58% 0.122%

46 14.592 2123 2126 2130 rVB 209825 214358 3.17% 0.245%
47 14.909 2177 2180 2184 rBV 183442 181555 2.69% 0.207%
48 14.992 2191 2194 2200 rBV2 170134 187519 2.78% 0.214%
49 15.180 2221 2226 2229 rBVY 457840 733321 10.86% 0.838%
50 15.268 2237 2241 2243 rBV2 201832 240956 3.57% 0.275%

51 15.492 2275 2279 2285 rVB 293617 373864 5.53% 0.427%
52 15.556 2286 2290 2295 rVB 266154 319051 4.72% 0.364%
53 15.633 2297 2303 2307 rVV 3515290 4565700 67.59% 5.215%
54 15.668 2307 2309 2314 rVB3 275557 331561 4.91% 0.379%
55 16.133 2383 2388 2392 rBV 212198 338266 5.01% 0.386%

56 16.674 2474 2480 2490 rBV 143760 294608 4_36% 0.336%
57 17.150 2555 2561 2569 rBV2 138347 282682 4.18% 0.323%

58 17.309 2582 2588 2596 rBV2 84827 222026 3.29% 0.254%
59 17.609 2634 2639 2649 rVB 112623 246446 3.65% 0.281%

Sum of corrected areas: 87552095
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110719\
Data File : BF117714.D

Aca On : 7 Nov 2019 19:33

Operator :© JU

Sample = K5723-07

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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: BF117714.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110719\
Data File : BF117714.D

Aca On : 7 Nov 2019 19:33

Operator :© JU

Sample = K5723-07

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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.

2.23 9.73 ng 1644940 1,4-Dichlorobenzene-d4 6.93
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 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 23
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 10

Abundance Scan 24 (2.228 min): BF117714.D (-19) (-) m/z 73.00 100.00%
74.0

-

5000 43.0
55.0 87.0
| 2.20 2.30 2.40 2.50 2.60
bbbl e e e e e e || M7z 43.00 39.07%
m/z--> 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
550 87.0 m/z 87.05 26.03%
29.0
.,...':,....',l:.l..,....,....,.:..,....,....,....,....,....,....
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0
2.20 2.30 2.40 2.50 2.60
5000 410 55.0 m/z 55.00 25.81%
29.0 H
1L Ll _ 970 1120 _ 1209.0

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130

-

Abundance #2051: 1,3-Dioxolane, 2-methyl-
73.0 2.20 2.30 2.40 2.50 2.60
m/z 41.00 12.59%
5000 43.0
58.0
N A O e O
m/z--> 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 : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110719\
Data File : BF117714.D

Aca On : 7 Nov 2019 19:33

Operator :© JU

Sample = K5723-07

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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 4

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

5.15 7.76 ng 1312260 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 Butane 58 C4H10 000106-97-8 9

Abundance Scan 521 (5.151 min): BF117714.D (-515) (-) m/z 43.00 100.00%
43.0
5000 590
1oLe 480 500 520 540
ot 8O 2010 g7 900 50.47%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L UL UL B
59.0 480 500 520 540
0
150 1010 m/z 101.00 17.45%
wl ) ) 83.0 !
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #4119: Butyl aldoxime, 3-methyl-, syn-
59.0
410 480 500 520 540
5000 m/z 58.00 17 .34%
8?0
‘\ O P
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #4030: 2,3-Butanedione, monooxime B B
43.0 480 5.00 5.20 5.40
m/z 41.00 8.06%
5000
101.0
150 | 600 840
m/z--> 20 40 60 80 100 120 140 160 180 200 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110719\
Data File : BF117714.D

Aca On : 7 Nov 2019 19:33

Operator :© JU

Sample = K5723-07

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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 unknown6.70 Concentration Rank 1

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

6.70 36.98 ng 6255160 1,4-Dichlorobenzene-d4 6.93
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 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 784 (6.698 min): BF117714.D (-779) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0 B LR L S
40.0 54 J 6.40 6.60 6.80 7.00
M'.l?}-?. TR e — m/z 68.00 40.74%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 IRBEARRSE LARE ULLE S

6.40 6.60 6.80 7.00
m/z 134.00 33.62%

31.0 510
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
R e e A RARE
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 27.58%
41.0 97.0
‘ ‘ 117.0
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R
57.0 132.0 6.40 6.60 6.80 7.00
240 m/z 69.10 17.00%
116.0
5000 98.0
SN O U T M- T PR |
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:\SVOASRV\HPCHEMI\BNA F\DATA\BF110719\
Data File : BF117714.D

Aca On : 7 Nov 2019 19:33

Operator :© JU

Sample = K5723-07

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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 5
R.T. EstConc Area Relative to ISTD R.T.
11.99 2.66 ng 706428 Phenanthrene-d10 11.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 90
5 Dodecanoic acid 200 C12H2402 000143-07-7 83

Abundance Scan 1684 (11.992 min): BF117714.D (-1682) (-) m/z 73.00 100.00%

43.0 730

5000 129.0

—

97.0 213.1 ALV NSNS

1571 1851 256.2 11.60 11.80 12.00 12.20 12.40

m/z 43.00 90.52%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid

SN
ay
o
(o]
o
o
%

5000 129.0 L R
11. 60 11. 80 12. OO 12 20 12. 40

60 | M/z 60.00 85.98%

157.0 1850 213.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #72647: Tridecanoic acid
73.0
e SRR R
43.0 11.60 11.80 12.00 12.20 12.40
5000 129.0 m/z 41.00 72.18%

[
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

%

Abundance #84455: Tetradecanoic acid e e
73.0 11.60 11.80 12.00 12.20 12.40
m/z 57.10 68.97%
sooo| 30 129.0
185.0
97.0 228.0

L AT o L asto
,....,‘.‘...,.‘:‘,‘l...‘”..‘.. P T Sl RS VNN NS A
m/z--> 20 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. OO 12 20 12. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110719\
Data File : BF117714.D

Aca On : 7 Nov 2019 19:33

Operator :© JU

Sample = K5723-07

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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 5-Eicosene, (E)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.96 2.57 ng 611729 Chrysene-di12 14.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 97
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 n-Nonadecanol-1 284 C19H400 001454-84-8 93
4 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 90
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 90
Abundance Scan 2019 (13.962 min): BF117714.D (-2015) (-) m/z 57.00 100.00%
57.0
=000 m
PN RN AU S
13.60 13.80 14.00 14.20
28LY S8l Th/z 43.05  86.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #127769: 5-Eicosene, (E)-
58.0
83.0
5000 SRR PR SR B
13.60 13.80 14.00 14.20
29.0 m/z 230.00 67.91%
139.0167.0 196.0223.0 252.0 280.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #155046: 1-Heneicosanol
58,0 83.0
13.60 13.80 14.00 14.20
5000 m/z 55.00 62.29%
29.0
LA 167.0 196.0  238.0 266.0 294.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131393: n-Nonadecanol-1 R AR EEEEE T
430 830 13.60 13.80 14.00 14.20
m/z 83.05 60.27%
- WL;—
18. q“ L { 139.0 168.0 196.0  238.0 266.0
m/z--> %&eommmmmmmmmnmmmmmmm 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF110719\
Data File : BF117714.D

Acq On : 7 Nov 2019 19:33

Operator : JU

Sample : K5723-07

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110619_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 2.23 9.7 ng 1644940 1 6.93 3382900 20.0
2-Pentanone, 4-hy... 5.15 7.8 ng 1312260 1 6.93 3382900 20.0
unknown6.70 6.70 37.0 ng 6255160 1 6.93 3382900 20.0
n-Hexadecanoic acid 11.99 2.7 ng 706428 4 11.47 5319940 20.0
5-Eicosene, (E)- 13.96 2.6 ng 611729 5 14.12 4764180 20.0

8270-BF110619.M Fri Nov 08 16:04:39 2019 Page: 9



