LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040919\
Data File : BF113658.D
Acg On I 9 Apr 2019 13:42 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?22'6 - K2316-04 20190172-COMP-CS-4
ALS Vial : 7 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\HPCHEM1\BNA_F\METHODS\8270-BF040319_.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 height area % max. total
1 5.293 541 545 571 rBV 2065039 2434500 83.05% 9.158%
2 6.334 717 722 738 rBV 2379009 2599372 88.68% 9.778%
3 6.451 738 742 763 rVB 2746767 2580864 88.05% 9.709%
4 6.681 777 781 790 rBVY 579365 588011 20.06% 2.212%
5 6.834 803 807 821 rVB 2143457 1908708 65.12% 7.180%
6 7.245 873 877 897 rBvV 1605524 1599504 54.57% 6.017%
7 7.963 995 999 1022 rBVY 713001 772413 26.35% 2.906%
8 8.639 1111 1114 1119 rVB 139263 109278 3.73% 0.411%
9 9.034 1177 1181 1192 rBV 3052707 2679252 91.40% 10.079%
10 9.428 1243 1248 1253 rBVY 326452 324699 11.08% 1.221%

11 9.710 1292 1296 1312 rVB 987778 912098 31.12% 3.431%
12 10.498 1426 1430 1444 rBV 1925606 2035886 69.45% 7.658%
13 11.192 1544 1548 1557 rBV 1051174 1031035 35.17% 3.878%
14 11.728 1636 1639 1646 rBV2 256616 288100 9.83% 1.084%
15 12.404 1751 1754 1761 rBV 98049 102255 3.49% 0.385%

16 12.510 1769 1772 1778 rBV 45145 59759 2.04% 0.225%
17 12.633 1788 1793 1799 rBV 76159 98763 3.37% 0.372%
18 12.775 1812 1817 1820 rBV 3035304 2931272 100.00% 11.027%
19 13.674 1967 1970 1975 rVB 32331 32955 1.12% 0.124%

20 13.804 1988 1992 1993 rBV 360712 342872 11.70% 1.290%

21 13.822 1993 1995 2019 rVV 1004563 1457641 49.73% 5.483%

22 13.986 2020 2023 2027 rVB 55701 50172 1.71% 0.189%
23 14.292 2071 2075 2078 rVB 86987 79120 2.70% 0.298%
24 14.580 2121 2124 2129 rVB 115789 122579 4.18% 0.461%
25 14.651 2133 2136 2139 rVB 41778 39351 1.34% 0.148%
26 14.845 2165 2169 2171 rBV 34738 41688 1.42% 0.157%
27 14.892 2174 2177 2182 rVB 123780 126627 4._.32% 0.476%
28 15.174 2222 2225 2229 rBV 29526 36544 1.25% 0.137%

29 15.233 2230 2235 2248 rVB 684924 963067 32.85% 3.623%
30 15.633 2298 2303 2309 rVB 80516 113375 3.87% 0.426%

31 16.086 2376 2380 2384 rVB2 43900 62218 2.12% 0.234%
32 16.610 2466 2469 2476 rVB4 32028 59495 2.03% 0.224%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040919\

Data File : BF113658.D

Acq On 9 Apr 2019 13:42

Operator : JU/SJ

ﬁ?ggle i K2316-04 20190172-COMP-CS-4
ALS Vial : 7 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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 :\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 26583473
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF040919\

Data File : BF113658.D

Acq On 9 Apr 2019 13:42

Operator : JU/SJ

ﬁ?ggle i K2316-04 20190172-COMP-CS-4
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF113658.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF040919\

Data File : BF113658.D

Acq On 9 Apr 2019 13:42

Operator : JU/SJ

ﬁ?ggle i K2316-04 20190172-COMP-CS-4
ALS Vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319.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 unknown6.45 Concentration Rank 1

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

6.45 87.78 ng 2580860 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
3 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 742 (6.451 min): BF113658.D (-738) (-) m/z 132.00 100.00%
5000 68
40 54 9 J 6.20 640 6.60 6.80
o | 77 7 |asus Wl m/z 68.00  41.11%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 IARSE RS RAREE LR A
6.20 6.40 6.60 6.80
2 51 78 m/z 134.00 32.73%
0 ‘ b1 H Moy . !
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 620 640 6.60 6.80
5000 gg 116 m/z 66.00 26.37%
0 89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132 6.20 6.40 6.60 6.80
m/z 69.00 15.77%
5000 67
41 97
53
‘ 79 ‘ 117
ol lll ol ) 88 a0 |
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF040919\

Data File : BF113658.D

Acq On 9 Apr 2019 13:42

Operator : JU/SJ

ﬁ?ggle i K2316-04 20190172-COMP-CS-4
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
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 1H-Indene, 2,3-dihydro-1,1,... Concentration Rank 4

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

8.64 2.83 ng 109278 Naphthalene-d8 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene, 2,3-dihydro-1,1,2,3,3... 188 C14H20 001203-17-4 97
2 1H-Inden-1-one, 2,3-dihydro-3,3,... 188 C13H160 054789-23-0 49
3 2H-Isoindole, 4,5,6,7-tetramethyl- 173 C12H15N 070187-61-0 47
4 1-(2,3-Dimethyl-phenyl)-pyrrolid... 188 C12H16N2 1000274-91-8 46
5 1,8-Naphthyridin-2-amine, 5,7-di... 173 C10H11N3 039565-07-6 38

Abundance Scan 1114 (8.639 min): BF113658.D (-1111) (-) m/z 173.10 100.00%
173
131
5000
188 " 840 8.60 880 9.00
o m/z 131.00 67.06%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #51785: 1H-Indene, 2,3-dihydro-1,1,2,3,3-pentamethyl-
173
5000 131 T T AT T T
8.40 8.60 8.80 9.00
57 188 m/z 56.95 19.36%
N O A il vl A
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
173
" 840 8.60 880 9.00
m/z 128.00 17 .95%
5000 188 o
15 27 39 51 63 77 o1 10520 128 145 oo
O S o T T
miz--> 20 40 60 80 100 120 140 160 180 i
Abundance #40605: 2H-Isoindole, 4,5,6, 7-tetramethy- e
158 173 8.40 8.60 8.80 9.00
m/z 174.10 14.72%
5000
27 39 51 g3 77 91 115 128 143
Ollllll‘lll‘l\l |“=‘||“i‘|||‘“|||“||]|-q3||‘l‘||‘lmu||“l||l”| |||‘|||||| e s S
m/z--> 20 40 60 80 100 120 140 160 180 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF040919\

Data File : BF113658.D

Acq On 9 Apr 2019 13:42

Operator : JU/SJ

ﬁ?ggle i K2316-04 20190172-COMP-CS-4
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.73 5.59 ng 288100 Phenanthrene-d10 11.19
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 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 n-Decanoic acid 172 C10H2002 000334-48-5 68
5 Tetradecanoic acid 228 C14H2802 000544-63-8 68
Abundance Scan 1639 (11.728 min): BF113658.D (-1636) (-) m/z 72.90 100.00%
43 go 73
5000 129 kk~_¥
97 115 213 .
143157171185,59 | 557 256 1140 11,60 11.80 12.00
0 m/z 42.95 88.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073 K\Nwmwva&dmv
5000 129 UL DU B U U
nmnmnmnm
m/z 59.90 84.20%
ﬂji 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 1140 11.60 11.80 12.00
5000 - 129 m/z 56.95 75 .78%
87 15 oh 214
101 143157 | 185
O o o IR B e
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 210 2éo qhﬂvw#\hwv\/~JkkAWJLVJV‘_JAJ
Abundance #95851: Pentadecanoic acid T
43 60 73 11.40 11.60 11. 80 12. oo
m/z 55.00 71.69%
5000 129
29
199
L4u 143157171185 242 k\mav“,w~wﬁM
015 e e I e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. oo
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF040919\

Data File : BF113658.D

Acq On 9 Apr 2019 13:42

Operator : JU/SJ

ﬁ?ggle i K2316-04 20190172-COMP-CS-4
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
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 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .58 2.55 ng 122579 Perylene-d12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Heptadecane 240 C17H36 000629-78-7 90
4 Octadecane 254 C18H38 000593-45-3 87
5 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 87
Abundance Scan 2124 (14.580 min): BF113658.D (-2121) (-) m/z 57.00 100.00%
57
5000 85
13 141 1o, 1420 1440 1450 1480
o....,....l L e AL 290 282 m/z 71.00 68.00%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 AR DAL B B R
mmmmmmmm
m/z 43.00 61.11%
29 113
0 \‘ ‘L ‘ “\ h h‘ H‘ \ \1\169 197 225 253 296
m/z--> éo 100 1éo 260 2éo 360 3%0 460
Abundance
57
14.20 14.40 14.60 1480
5000 85 m/z 85.00 48 .84%
113 141
o 29 169 197 225 253 281 309 337 365 393 422
m/z--> éo 160 1éo 260 250 360 3%0 460
Abundance #94345: Heptadecane BRI BLELELEL BLELEL N B ]
57 14.20 14.40 14.60 14.80
m/z 54.90 25.82%
5000 85
29
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 3%0 4(')0 14 20 14. 40 14 60 14|80 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF040919\

Data File : BF113658.D

Acq On 9 Apr 2019 13:42

Operator : JU/SJ

ﬁ?ggle i K2316-04 20190172-COMP-CS-4
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
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 6 Octacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.89 2.63 ng 126627 Perylene-d12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Octacosane 394 C28H58 000630-02-4 90
3 Tetracosane 338 C24H50 000646-31-1 90
4 Hentriacontane 437 C31H64 000630-04-6 90
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2177 (14.892 min): BF113658.D (-2174) (-) m/z 57.00 100.00%
g7
5000 85
13 141 g9 14,60 14.80 15.00 15.20
ol A .J.|| Lo 2220 298281 | Tz 71.00  64.77%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 L B B BRI B
mmmmmmmm
m/z 43.00 63.54%
29 113
0 \‘ J ‘\ “\ ‘hw h‘ u‘ { 1?1 169 197 225 253 296
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance
57
14,60 14.80 15.00 15.20
5000 g5 m/z 85.00 48.72%
o 29 113 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 150 260 2%0 360 3%0 '
Abundance #175557: Tetracosane L B
57 14.60 14.80 15.00 15.20
m/z 54.95 21.20%
5000 85
29 113
0 | gl T° 141 189 197 225 253 281 309 338
m/z--> 55 160 1%0 260 250 300 3%0 ' 14%0 1480 1500 1520
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF040919\

Data File : BF113658.D

Acq On 9 Apr 2019 13:42

Operator : JU/SJ

ﬁ?ggle i K2316-04 20190172-COMP-CS-4
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
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 7 Hentriacontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.63 2.35 ng 113375 Perylene-d12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Pentacosane 352 C25H52 000629-99-2 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Octacosane 394 C28H58 000630-02-4 91

Abundance Scan 2302 (15.627 min): BF113658.D (-2298) (-) m/z 56.95 100.00%

5000

15.40 15.60 15.80 16.00
m/z 70.95  60.82%

113 141 169 197991 265

0!

m'z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane
57
5000 LA L L L L L L L LB
85 15.40 15.60 15.80 16.00
m/z 43.00 59.06%
113
o 29| | | | |777,141 169 197 225 253 280 309 351 379 407 436
e L
mz--> 50 100 150 200 250 300 350 400
Abundance
57
=
15.40 15.60 15.80 16.00
5000 a5 m/z 85.00 45.68%
113
o2 141 169 211 239 267 295 323 352
R T o NI it ke LA B
mz--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane e R
57 15.40 15.60 15.80 16.00
m/z 54.95 20.39%
5000 85
113
NEIREY || 141 169 197 225 253 281 309 337 365 393 422
e e R Sl =
mz--> 50 100 150 200 250 300 350 400 15.40 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040919\

Data File : BF113658.D

Acq On 9 Apr 2019 13:42

Operator : JU/SJ

3?22'6 i K2316-04 20190172-COMP-CS-4
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_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]
unknown6 .45 6.45 87.8 ng 2580860 1 6.68 588011 20.0
1H-Indene, 2,3-di... 8.64 2.8 ng 109278 2 7.96 772413 20.0
n-Hexadecanoic acid 11.73 5.6 ng 288100 4 11.19 1031040 20.0
Heneicosane 14_.58 2.5 ng 122579 6 15.23 963067 20.0
Octacosane 14.89 2.6 ng 126627 6 15.23 963067 20.0
Hentriacontane 15.63 2.4 ng 113375 6 15.23 963067 20.0
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