LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091119\
Data File : BF116963.D

Aca On : 11 Sep 2019 22:54

Operator : HP/JU

Sample : K4819-07

Misc :

ALS Vial : 14 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-BF083019.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 5.434 565 569 583 rBY 1276909 1252970 79.96% 8.527%
2 6.451 738 742 745 rBVY 1412434 1354172 86.42% 9.216%
3 6.592 762 766 769 rBY 1640666 1400262 89.36% 9.530%
4 6.822 801 805 817 rBV 453202 379818 24.24% 2.585%
5 6.981 828 832 835 rBY 1190689 1032221 65.88% 7.025%
6 7.381 896 900 914 rBV 952070 855979 54.63% 5.826%
7 8.104 1019 1023 1029 rBV 505118 490029 31.27% 3.335%
8 9.175 1201 1205 1218 rBVY 1888653 1566933 100.00% 10.664%
9 9.563 1268 1271 1281 rBV 247215 230893 14.74% 1.571%
10 9.851 1316 1320 1324 rBV 677883 600616 38.33% 4.088%

11 10.639 1450 1454 1466 rBV 956609 899812 57.43% 6.124%
12 11.333 1568 1572 1575 rBV 672694 618199 39.45% 4.207%
13 11.357 1575 1576 1581 rVV 150022 100164 6.39% 0.682%

14 11.410 1581 1585 1589 rVB2 16440 20947 1.34% 0.143%
15 11.569 1607 1612 1617 rBV2 11969 18470 1.18% 0.126%
16 11.863 1659 1662 1668 rVB3 38278 44895 2.87% 0.306%
17 12.545 1774 1778 1783 rBV 145464 131591 8.40% 0.896%
18 12.645 1791 1795 1799 rBv4 17844 25820 1.65% 0.176%

19 12.774 1812 1817 1823 rVB 115663 135815 8.67% 0.924%
20 12.915 1837 1841 1844 rBV 1794724 1533097 97.84% 10.434%

21 13.815 1990 1994 2011 rBvV4 68809 166674 10.64% 1.134%
22 13.968 2015 2020 2023 rVV 609255 619244 39.52% 4.214%

23 13.992 2023 2024 2031 rVB 58361 37561 2.40% 0.256%
24 14.133 2043 2048 2051 rBV2 24503 25904 1.65% 0.176%
25 14.433 2095 2099 2102 rBV 57974 52897 3.38% 0.360%
26 14.733 2144 2150 2154 rBV 84501 80982 5.17% 0.551%
27 14.998 2189 2195 2202 rBV 38142 78978 5.04% 0.538%
28 15.062 2202 2206 2210 rBV 92899 96444 6.15% 0.656%
29 15.286 2241 2244 2251 rVB 21671 29194 1.86% 0.199%
30 15.351 2251 2255 2260 rBV 30121 39628 2.53% 0.270%
31 15.409 2260 2265 2274 rVV2 363486 573444 36.60% 3.903%
32 15.856 2336 2341 2346 rBV2 62200 88326 5.64% 0.601%
33 16.345 2420 2424 2431 rBV2 35568 56498 3.61% 0.385%
34 16.839 2503 2508 2515 rBvV4 13451 30163 1.92% 0.205%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091119\
Data File : BF116963.D

Aca On : 11 Sep 2019 22:54

Operator : HP/JU

Sample : K4819-07

Misc :

ALS Vial : 14 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 = Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 16.921 2517 2522 2527 rVB4 13177 24870 1.59% 0.169%

Sum of corrected areas: 14693510
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091119\
Data File : BF116963.D

Aca On : 11 Sep 2019 22:54

Operator : HP/JU

Sample : K4819-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF116963.D

6.59

1500000 6.45
5.43
6.98

1000000 7.38

500000 6.82

Ottt e e
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance TIC: BF116963.D

1500000

1000000 10.64
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500000 8.10
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A 11.36 12.5412.77J
411,57 1186 2.6

T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF116963.D

1500000

1000000

13.97

500000
15.41

6
1382.99, 15 1443 1470 1980%155 1586 1634 1a1m02

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091119\
Data File : BF116963.D

Aca On : 11 Sep 2019 22:54

Operator : HP/JU

Sample : K4819-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 unknown6.59 Concentration Rank 1

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

6.59 73.73 ng 1400260 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 766 (6.592 min): BF116963.D (-762) (-) m/z 132.00 100.00%
5000 68 L
40 % J 620 6.40 6.60 6.80 7.00
|7 er [ysms | n/z 68.00  40.09%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 SRS SRS SRS N
6.20 6.40 6.60 6.80 7.00
31 78 m/z 134.00 32.64%
'"%I!J!'I'!"I""IJ"'I""I""I""I""
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 620 6.40 6.60 6.80 7.00
5000 gg 116 m/z 66.00 25.63%
SN | YN A II%Q7 ‘ ol 158 ..,.1§?.
m/z--> 40 60 80 100 120 140 160 180 A
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal s e A RR
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 16.89%
5000 67
97
‘ 29 ‘ 117
: III‘I‘IIw\I L \IM‘I\I\‘I\ |8|8|‘i I:I'IO?II‘\IIIHI —— ——r— ——r—
m/z--> 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091119\
Data File : BF116963.D

Aca On : 11 Sep 2019 22:54

Operator : HP/JU

Sample : K4819-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 1-Hentetracontanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.82 5.38 ng 166674 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hentetracontanol 593 C41H840 040710-42-7 87
2 l1-Hexacosanol 382 C26H540 000506-52-5 83
3 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 81
4 1-Docosene 308 C22H44 001599-67-3 76
5 1-Heneicosanol 312 C21H440 015594-90-8 70
Abundance Scan 1995 (13.821 min): BF116963.D (-1990) (-) m/z 97.10 100.00%
55 |97
5000
230
141 200 13.60 13.80 14.00 14.20

. m/z 83.00 98.40%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #240848: 1-Hentetracontanol

57

97

5000
13.60 13.80 14.00 14.20

m/z 69.05 91.18%

18
9 181 223 278 320 362 404 446 488518 572

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #203698: 1-Hexacosanol
43

13.60 13.80 14.00 14.20
5000 83 m/z 55.05 90.65%

| l 125 168 209 252 292322 364

T e T e R T e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #235928: Octacosyl trifluoroacetate e B e R
57 13.60 13.80 14.00 14.20

m/z 57.00 90.61%

97
5000

39

27 181 222 264 306336 392 437 488

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091119\
Data File : BF116963.D

Aca On : 11 Sep 2019 22:54

Operator : HP/JU

Sample : K4819-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Eicosane, 10-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.73 2.82 ng 80982 Perylene-d12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 10-methvl- 296 C21H44 054833-23-7 91
2 Heptadecane 240 C17H36 000629-78-7 90
3 Heneicosane 296 C21H44 000629-94-7 87
4 Heptacosane 380 C27H56 000593-49-7 87
5 10-Methylnonadecane 282 C20H42 056862-62-5 86

Abundance Scan 2149 (14.727 min): BF116963.D (-2144) (-) m/z 57.00 100.00%

57

5000

169 193209 281 14.40 14.60 14.80 15.00
m/z 71.10 88.12%

141

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141431: Eicosane, 10-methyl-
57

5000
14.40 14.60 14.80 15.00

m/z 85.10 65.70%

113 154169

139 197 224239 266281296

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94346: Heptadecane
5[7
85 14.40 14.60 14.80 15.00
5000 4 m/z 43.05 58.57%
113
LU J |, 141 169 197012 240
A I b L e o e e o R ANARNEARER SIS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane R R ma e
57 14.40 14.60 14.80 15.00
m/z 55.00 23.98%
85
5000
4

113
‘ L M 169 g7 225 263268 296

I
...,....|....|....|....|....|....|....|....|.... R e R RARER R e o N B

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14. 40 14. 60 14. 80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091119\
Data File : BF116963.D

Aca On : 11 Sep 2019 22:54

Operator : HP/JU

Sample : K4819-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 6 2-Bromo dodecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.06 3.36 ng 96444 Perylene-d12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 90
2 2-methvloctacosane 408 C29H60 1000376-72-8 87
3 Heneicosane 296 C21H44 000629-94-7 87
4 Nonadecane 268 C19H40 000629-92-5 87
5 Heptadecane 240 C17H36 000629-78-7 86
Abundance Scan 2206 (15.062 min): BF116963.D (-2202) (-) m/z 57.05 100.00%
57
85
5000
| I ﬂl:lli% 141 169101 253 281 I I:L;18IOI I1I50IOI ;LI52IOI I1I54IOI i
S N Y A e LS m/z 71.05 95.55%
m/z--> 50 100 150 200 250 300 350
Abundance #100330: 2-Bromo dodecane
57
5000 85
14.80 15.00 15.20 15.40
291 m/z 85.10 72.12%
113 169
"ll"l"l'J'Jl'l'“ }ﬁg'! L S ?ﬁ8" UL UL DR
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
14.80 15.00 15.20 15.40
5000 85 m/z 43.00 58.98%
290 | | | ulﬁ3J1§1‘1§9 197 225 267 295 365 393
m/z--> 55 160 1éo 260 2%0 360 3%0 '
Abundance #141426: Heneicosane R R R B T
57 14.80 15.00 15.20 15.40
m/z 99.10 25.45%
85
5000
29 113
UL )y i) 241 169 197 225 253 296
m/z--> 55 160 1éo 260 2%0 360 3%0 ' 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091119\
Data File : BF116963.D

Aca On : 11 Sep 2019 22:54

Operator : HP/JU

Sample : K4819-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 7 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.86 3.08 ng 88326 Perylene-d12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Triacontane 422 C30H62 000638-68-6 90
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 90
Abundance Scan 2342 (15.862 min): BF116963.D (-2336) (-) m/z 57.05 100.00%
g7
85
5000
L | 11T7 55 282 ' 15.60 15.80 16.00 16.20
bl Y . T R (o — m/z 71.05 94.47%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000

15.60 15.80 16.00 16.20
m/z 85.05 72.13%

29 113
LU L 260 107 225 253 296
B . e e e S
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57
15.60 15.80 16.00 16.20
5000 85 m/z 43.05 56.47%
2 13 141
| ﬂ 169 197 225 253 281 309 337 365 394
e : R e
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane B i B B B s B S
57 15.60 15.80 16.00 16.20
m/z 83.00 28.23%
5000 85
29
# ‘ ﬂlﬁ341?1 169 197 225 253 205 323 367
e e B e T L e L L S
m/z--> 50 100 150 200 250 300 350 15.60 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF091119\
Data File : BF116963.D

Acq On : 11 Sep 2019 22:54

Operator : HP/JU

Sample - K4819-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083019.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]
unknown6 .59 6.59 73.7 ng 1400260 1 6.82 379818 20.0
1-Hentetracontanol 13.82 5.4 ng 166674 5 13.97 619244 20.0
Eicosane, 10-methyl- 14.73 2.8 ng 80982 6 15.41 573444 20.0
2-Bromo dodecane 15.06 3.4 ng 96444 6 15.41 573444 20.0
Heneicosane 15.86 3.1 ng 88326 6 15.41 573444 20.0
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