LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062519\

Data File : BF115198.D

Aca On : 25 Jun 2019 20:11 Instrument :
Operator : HP/JU BNA_F

Sample - K3155-02 ClientSampleld :
Misc : BAT-B11

ALS Vial : 8 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-BF062119.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 4.449 422 427 434 rVB 90441 108321 2.52% 0.285%
2 4.778 479 483 490 rVB 33160 46235 1.08% 0.122%
3 5.207 551 556 559 rBY 3486957 3488232 81.22% 9.170%
4 6.243 727 732 735 rBVY 3521396 3562838 82.96% 9.366%
5 6.278 735 738 746 rVB 93277 101574 2.37% 0.267%
6 6.378 750 755 758 rBVY 3884289 3781701 88.06% 9.941%
7 6.607 791 794 798 rBVY 1376302 1165011 27.13% 3.062%
8 6.766 817 821 824 rBVY 3739817 3110494 72.43% 8.177%
9 7.166 884 889 892 rBVY 2406469 2305800 53.69% 6.061%
10 7.889 1008 1012 1015 rBV 1690641 1375986 32.04% 3.617%

11 8.966 1190 1195 1210 rBV 4199716 4294608 100.00% 11.289%
12 9.360 1258 1262 1275 rBV 424957 474030 11.04% 1.246%
13 9.636 1304 1309 1325 rBV 1348060 1357091 31.60% 3.567%
14 10.413 1437 1441 1457 rBV 2431739 2232163 51.98% 5.868%
15 11.107 1555 1559 1562 rBV 1585496 1344875 31.32% 3.535%

16 11.654 1647 1652 1661 rBV3 36959 85705 2.00% 0.225%
17 12.436 1781 1785 1799 rBV2 109145 234633 5.46% 0.617%
18 12.689 1824 1828 1831 rBV 4753265 4197741 97.74% 11.035%
19 13.613 1983 1985 1991 rVB2 61549 63280 1.47% 0.166%
20 13.724 2000 2004 2011 rBV 1716591 1640230 38.19% 4.312%

21 13.930 2035 2039 2042 rBvV 90950 92730 2.16% 0.244%
22 14.236 2087 2091 2094 rBV 132310 130408 3.04% 0.343%
23 14.530 2137 2141 2145 rBV 222735 220038 5.12% 0.578%
24 14.824 2188 2191 2196 rBV 243889 264909 6.17% 0.696%
25 15.089 2231 2236 2244 rBV 1396254 1587578 36.97% 4.173%

26 15.160 2244 2248 2257 rVB 239919 312051 7.27% 0.820%
27 15.542 2309 2313 2319 rBV 173564 252287 5.87% 0.663%

28 15.983 2384 2388 2397 rVB2 91698 149757 3.49% 0.394%
29 16.495 2473 2475 2482 rVB2 42653 61098 1.42% 0.161%

Sum of corrected areas: 38041404
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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

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062519\
BF115198.D

25 Jun 2019 20:11

HP/JuU

K3155-02

8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062519\
Data File : BF115198.D

Aca On : 25 Jun 2019 20:11

Operator : HP/JU

Sample : K3155-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 unknown6.38 Concentration Rank 1

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

6.38 64 .92 ng 3781700 1,4-Dichlorobenzene-d4 6.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 Cvclopropanamine., 1-phenvl- 133 C9H11N 1000351-26-2 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 755 (6.378 min): BF115198.D (-750) (-) m/z 132.00 100.00%
5000
68
0 ” % J 350 620 s 6bo 6
54 : : : :
el 7 8T LSS “m/z 68.00  35.27%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 R AR SRS SRR
6.00 6.20 6.40 6.60 6.80
31 78 m/z 134.00 33.84%
'm !||'I'!"I""IJ"'I""I""I""I""
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 6.00 6.0 640 6.60 6.80
5000 og 116 m/z 66.00 22.83%
SN | YN A II%Q7 ‘ ol 158 ..,.1§?.
m/z--> 40 60 80 100 120 140 160 180
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine R R
132 6.00 6.20 6.40 6.60 6.80
o7 m/z 69.05 13.65%
5000 20
31
. 61 | , 8 | 106116 |
m/z--> 40 60 80 100 120 140 160 180 6.00 620 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062519\
Data File : BF115198.D

Aca On : 25 Jun 2019 20:11

Operator : HP/JU

Sample : K3155-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12 .44 2.86 ng 234633 Chrysene-di12 13.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 76
3 Tetradecanoic acid 228 C14H2802 000544-63-8 74
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
5 Undecanoic acid 186 C11H2202 000112-37-8 46
Abundance Scan 1786 (12.442 min): BF115198.D (-1781) (-) m/z 72.95 100.00%
43 7B
57
5000 129

241

284

14357171 12.20 12.40 12.60 12.80

m/z 43.00 90.29%

199213227

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 78
5000 129 L o N B
12. 20 12. 40 12. 60 12. 80
0
. 171185 241 284 m/z 57.00 77.01%
143157
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43 73
51 R L N EAEEE e
12.20 12.40 12.60 12.80
5000 m/z 60.00 72.96%
29
s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid
73 12.20 12.40 12.60 12.80
43 m/z 55.00 70.74%
5
5000 129
185 228
ﬁ7% 1115 143157171 ‘ 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 20 12. 40 12. 60 12. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062519\
Data File : BF115198.D

Aca On : 25 Jun 2019 20:11

Operator : HP/JU

Sample : K3155-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 4 2-methyloctacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.53 2.77 ng 220038 Perylene-di12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Octacosane 394 C28H58 000630-02-4 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 83
Abundance Scan 2141 (14.530 min): BF115198.D (-2137) (-) m/z 57.00 100.00%
57
85
5000
141 169 14.20 14.40 14.60 14.80
|, l| L P Aor 2258260 m/z 71.05 72.17%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
5000 85 L B UL UL B
14.20 14.40 14.60 14.80
113 m/z 43.00 59.72%
2?] L 4 169 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350 '
Abundance #141426: Heneicosane
57
o 1420 1440 14.60 14.80
5000 m/z 85.10 54 _.38%
29 113
UL LT 141 160 197 205 253 206
m/z--> 50 100 150 200 250 300 350 '
Abundance #209566: Octacosane e AR,
57 14.20 14.40 14.60 14.80
m/z 41.00 21.96%
5000 85
29
T || (11 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 1&1,0 200 250 300 350 ' 14:20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062519\
Data File : BF115198.D

Aca On : 25 Jun 2019 20:11

Operator : HP/JU

Sample : K3155-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.82 3.34 ng 264909 Perylene-d12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Octadecane 254 C18H38 000593-45-3 90
Abundance Scan 2190 (14.818 min): BF115198.D (-2188) (-) m/z 57.00 100.00%
57
85
5000
113 " 14.60 14.80 15.00 15.20
141
— .|, MU 16 205 230 265083 355 m/z 71.05 72.00%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 LB SIS B SN B
mmmmmmmm
m/z 43.00 63.53%
29 113
J | L i 1] | 141,169 197 225 253 296
m/z--> éo 100 1%0 260 250 360 3%0
Abundance #194493: Hexacosane
57
" 14.60 14.80 15.00 15.20
5000 85 m/z 85.10 53.92%
i i ¥ 111}34 141 169 197 225 253 295 323 367
m/z--> éo 100 150 260 2%0 300 3%0
Abundance #175557: Tetracosane BN e e
57 14.60 14.80 15.00 15.20
m/z 55.00 24 .29%
5000 85
29 113
| I I s ‘169 197 225 253 281 309 338
m/z--> 5'0 1(')0 150 2(')0 250 300 351;0 14|60 14. 80 15. oo 15 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062519\
Data File : BF115198.D

Aca On : 25 Jun 2019 20:11

Operator : HP/JU

Sample : K3155-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 Hexacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.16 3.93 ng 312051 Perylene-di12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heneicosane. 11-(l-ethvlpropvl)- 366 C26H54 055282-11-6 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2248 (15.160 min): BF115198.D (-2244) (-) m/z 57.00 100.00%
57
85
5000
113 14.80 15.00 15.20 15.40
141
. 1 .J.-“, Ly t9%0r221 258281 m/z 71.05 74.86%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
5000 85 U U B UM B
14.80 15.00 15.20 15.40
113 m/z 43.00 63.16%
2?] L 4 169 197 225 267 295 365 393
m/z--> 50 100 15 200 250 300 350 '
Abundance #194493: Hexacosane
57
14.80 15.00 15.20 15.40
5000 85 m/z 85.05 55.76%
290 1) 128 141 160 107 205 253 205 323 367
m/z--> 50 100 1éo 200 250 300 350 '
Abundance #141426: Heneicosane L o B e
57 14.80 15.00 15.20 15.40
m/z 55.00 21.80%
85
5000
29 113
BNy J | 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 ' 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062519\
Data File : BF115198.D

Aca On : 25 Jun 2019 20:11

Operator : HP/JU

Sample : K3155-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 Tetracosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.54 3.18 ng 252287 Perylene-di12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Eicosane. 2-methvl- 296 C21H44 001560-84-5 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2313 (15.542 min): BF115198.D (-2309) (-) m/z 57.00 100.00%
13 g4 15.20 15.40 15.60 15.80
169 : : : :
2jl 239 281 m/z 71.10  75.10%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175558: Tetracosane
57
85
5000 R B I BRI B
mmmmmmmm
m/z 43.00 58.68%
J | ]141 169 197 225 253 281 309 338
m/z--> éo 100 150 260 250 360 3éo 460
Abundance #215181: 2-methyloctacosane
57
15.20 15.40 15.60 15.80
5000 85 m/z 85.05 57 .39%
113
29 | | || |7]7,241 160 197 225 267 205 365 393
m/z--> éo 160 1éo 260 250 360 3éo 460
Abundance #219831: Triacontane T e T
57 15.20 15.40 15.60 15.80
m/z 55.00 20.95%
-~ ] “wj\WWJhNWNMJ\wwM~M»VwWJqu
118 141
29| | ||| J | 70T, 169 197 225 253 281 309 337 365 393 422
m/z--> éo 100 1éo 260 250 360 3éo 460 1550 1540 1560 1580 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062519\
Data File : BF115198.D

Acq On : 25 Jun 2019 20:11

Operator : HP/JU

Sample - K3155-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF062119_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 .38 6.38 64.9 ng 3781700 1 6.61 1165010 20.0
Octadecanoic acid 12.44 2.9 ng 234633 5 13.72 1640230 20.0
2-methyloctacosane 14_.53 2.8 ng 220038 6 15.09 1587580 20.0
Heneicosane 14.82 3.3 ng 264909 6 15.09 1587580 20.0
Hexacosane 15.16 3.9 ng 312051 6 15.09 1587580 20.0
Tetracosane 15.54 3.2 ng 252287 6 15.09 1587580 20.0
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