LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032419\
Data File : BF113263.D

Aca On : 24 Mar 2019 12:52

Operator : JU/SJ

Sample : PB118222BL

Misc :

ALS Vial : 4 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-BF022719.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 5.340 548 553 556 rBY 3338048 3169271 76.13% 8.843%
2 6.363 721 727 743 rBVY 3071862 3583779 86.08% 9.999%
3 6.487 743 748 751 rBVY 3632250 3477212 83.52% 9.702%
4 6.710 782 786 790 rBVY 1281093 1093589 26.27% 3.051%
5 6.869 808 813 816 rBVY 2958405 2668531 64.10% 7 .445%
6 7.275 876 882 897 rBVY 2087327 2281266 54.80% 6.365%
7 7.992 999 1004 1011 rBV 1441119 1493448 35.87% 4.167%
8 9.069 1181 1187 1203 rBV 3682051 4163210 100.00% 11.616%
9 9.745 1296 1302 1314 rBV2 1639760 1633624 39.24% 4 .558%
10 10.533 1432 1436 1461 rBVY 2219822 2283149 54.84% 6.370%
11 11.227 1550 1554 1565 rVB 1674763 1783659 42.84% 4_.977%
12 11.763 1637 1645 1657 rBVv4 38886 93527 2.25% 0.261%
13 12.551 1773 1779 1786 rBVvV4 30517 72604 1.74% 0.203%

14 12.810 1818 1823 1826 rBV 3779061 3739148 89.81% 10.433%
15 13.857 1997 2001 2010 rBV 1066031 1136891 27.31% 3.172%

16 14.027 2027 2030 2033 rBvV 62693 57627 1.38% 0.161%
17 14.333 2078 2082 2085 rBV 131833 128437 3.09% 0.358%
18 14.627 2127 2132 2136 rBV 287425 307216 7.38% 0.857%
19 14.939 2181 2185 2194 rVB 366521 456045 10.95% 1.272%
20 15.262 2235 2240 2243 rBV 682147 963487 23.14% 2.688%

21 15.292 2243 2245 2253 rVB 385213 456203 10.96% 1.273%
22 15.692 2308 2313 2324 rVB 283259 432809 10.40% 1.208%

23 16.157 2388 2392 2399 rVB 142165 259407 6.23% 0.724%
24 16.698 2481 2484 2494 rVB2 51056 106957 2.57% 0.298%

Sum of corrected areas: 35841096
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032419\
Data File : BF113263.D

Aca On : 24 Mar 2019 12:52

Operator : JU/SJ

Sample : PB118222BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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: BF113263.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032419\
Data File : BF113263.D

Aca On : 24 Mar 2019 12:52

Operator : JU/SJ

Sample : PB118222BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 unknown6.49 Concentration Rank 1

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

6.49 63.59 ng 3477210 1,4-Dichlorobenzene-d4 6.71
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 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 749 (6.492 min): BF113263.D (-743) (-) m/z 132.00 100.00%
5000
68
96 e e 680 6RO
40 54 W‘ 6.20 6.40 6.60 6.80
grer | weus Wl m/z 134.00 33.94%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IR R LR
6.20 6.40 6.60 6.80
21 51 78 m/z 68.00 33.34%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132
S NS RS LA A
6.20 6.40 6.60 6.80
5000 67 m/z 66.00 20.73%
41 97
53
79 117
88 | 106
miz--> 40 60 80 100 120 140 160 180 A
Abundance #52379: Tranylcypromine-propionyl R maa B e
57 132 6.20 6.40 6.60 6.80
24 m/z 96.00 12.43%
5000 og M°
SN | SRR 8 rﬂQ7ILLII A 188 ,.1?? . SN | N——
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\BF032419\
Data File : BF113263.D

Aca On : 24 Mar 2019 12:52

Operator : JU/SJ

Sample : PB118222BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Docosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .33 2.26 ng 128437 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Hexadecane. l1l-iodo- 352 C16H33l1 000544-77-4 90
4 Tetratetracontane 619 C44H90 007098-22-8 87
5 Hentriacontane 437 C31H64 000630-04-6 87
Abundance Scan 2081 (14.327 min): BF113263.D (-2078) (-) m/z 57.00 100.00%
g7
5000 85 __~WJA_-_,,JA\,,«KJA_~W,,
| 113 14.00 14.20 14.40 14.60
4 141 , 169 - : :
A LN T 100 107 222248 209 205 L A TR a0 67 65w
m/z--> 50 100 150 200 250 300 350
Abundance #153222: Docosane
57
5000 85 L DU B BRI B
mmmmmmmm
m/z 71.00 67.13%
2901 M3 141 169 197 225 253 281 310
m/z--> 50 160 150 200 250 360 350
Abundance
57
—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—r
14.00 14.20 14.40 14.60
5000 85 m/z 85.00 45 _.74%
113
JB T 109 g7 FP 67 pea 323 352
m/z--> 50 100 150 200 250 300 350
Abundance #184946: Hexadecane, 1-iodo- R e e AR
57 14.00 14.20 14.40 14.60
m/z 55.00 22 .47%
85
5000
225
113
| M‘\. e g | s e T
m/z--> 50 100 150 200 250 300 350 1400 1420 1440 1460
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032419\
Data File : BF113263.D

Aca On : 24 Mar 2019 12:52

Operator : JU/SJ

Sample : PB118222BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Hexacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.63 6.38 ng 307216 Perylene-di12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Heptadecane 240 C17H36 000629-78-7 91
Abundance Scan 2132 (14.627 min): BF113263.D (-2127) (-) m/z 57.00 100.00%
57
113 "' 14140 1460 14.80 15.00
141 . . . .
] L p L 16010121 239 267 205 363 pzrT 71.00  69.15%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 R I U SR B
mmmmmmmm
m/z 43.00 63.67%
2L L ‘\34 141 169 197 225 253 295 323 367
m/z--> 55 100 1%0 260 2%0 300 3%0 '
Abundance
57
"' 14140 1460 14.80 15.00
5000 85 m/z 85.00 50.41%
29 13 141 169 197 225 267 295 365 393
m/z--> 55 160 150 260 2%0 360 3%0 '
Abundance #141426: Heneicosane N B I B L L N
57 14.40 14.60 14.80 15.00
m/z 55.00 22.98%
85
29 113
BNy J | 141 169 197 225 253 296
m/z--> 55 100 1%0 260 2%0 360 3%0 ' 1450 1460 1480 1500
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032419\
Data File : BF113263.D

Aca On : 24 Mar 2019 12:52

Operator : JU/SJ

Sample : PB118222BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 3

R.T. EstConc Area Relative to ISTD R.T.
14.94 9.47 ng 456045 Perylene-di12 15.26
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 Heneicosane. 11-(l1-ethvipropvl)- 366 C26H54 055282-11-6 91
5 Octacosane 394 C28H58 000630-02-4 91

Abundance Scan 2185 (14.939 min): BF113263.D (-2181) (-) m/z 57.00 100.00%
57
5000 85
141 169 14.60 14.80 15.00 15.20
_— 1| 189211 239 265 295 337365 m/z 71.00 68.36%
m/z--> 50 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 R DR DR DO DA
14 60 14.80 15.00 15.20
m/z 43.00 61.68%
29 13 44
\‘ Al h “\ ‘h h‘ u‘ l | 169 197 225 253 296
m/z--> éo 100 1%0 260 2%0 360 3%0
Abundance
57
14,60 14.80 15.00 15.20
5000 85 m/z 85.00 50.32%
29 113 141 169 197 225 253 205 323 367
m/z--> éo 160 1%0 260 2%0 300 3%0
Abundance #175557: Tetracosane R e et
57 14.60 14.80 15.00 15.20
m/z 55.00 22.03%
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 3&1;0 14 60 14. 80 15. oo 15. 20

8270-BF022719.M
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032419\
Data File : BF113263.D

Aca On : 24 Mar 2019 12:52

Operator : JU/SJ

Sample : PB118222BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Tetracosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.69 8.98 ng 432809 Perylene-di12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Triacontane 422 C30H62 000638-68-6 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2313 (15.692 min): BF113263.D (-2308) (-) m/z 57.00 100.00%
57
L AR B SO B
113 15.40 15.60 15.80 16.00
141
- ,l.j. .U' L= 109,197 225 253 295 355 404 nsn 71.00  67.42%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175557: Tetracosane
57
5000 85 L B B UL B
mmmmmmmm
29 m/z 43.00 58.87%
113
| ‘ L d (141 169 197 225 253 281 309 338
m/z--> 55 100 1%0 260 250 300 3%0 400
Abundance
57
o 15.40 15.60 15.80 16.00
5000 m/z 85.00 50.81%
29
13 141 169 197 225 253 296
m/z--> 55 160 1%0 260 2éo 360 3%0 400
Abundance #194493: Hexacosane AR —
57 15.40 15.60 15.80 16.00
m/z 55.00 21.17%
- ] LJ\"‘—V/\
i ‘ |1 (3,191 160 107 225 253 205 323 367
m/z--> 55 160 1%0 260 2éo 300 3%0 400 1520 1560 1580 1600
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032419\
Data File : BF113263.D

Aca On : 24 Mar 2019 12:52

Operator : JU/SJ

Sample : PB118222BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Octacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.16 5.38 ng 259407 Perylene-di12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 2393 (16.162 min): BF113263.D (-2388) (-) m/z 57.00 100.00%
57
5000 85 j\v4~\~_-\*/\g__m~wwr-w““
PN UL BRI B
13 155,197 15.80 16.00 16.20 16.40
ol AU G W P97 225 288 am1  n7oU 71 00 66.56%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 R B R DA
85 1580 16.00 16.20 16.40
29 m/z 43.00 54 _.51%
h |y e 141 169 197 225 253 281 309 337 365 394
m/z--> 50 160 150 260 2éo 360 3éo
Abundance
57
15,80 16.00 16.20 16.40
5000 85 m/z 85.00 49 .78%
29 13 141 169 197 225 267 295 365 393
m/z--> 55 160 150 260 2éo 360 3éo
Abundance #185535: Heptadecane, 9-octyl- R E e R e
57 15.80 16.00 16.20 16.40
m/z 55.00 20.92%
- T ]\'AAMAM
113
_a l O e e A 1YY S O
m/z--> 50 100 150 200 250 300 350 1580 1600 1620 1640
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032419\
Data File : BF113263.D

Aca On : 24 Mar 2019 12:52

Operator : JU/SJ

Sample : PB118222BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 8 Heptadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.70 2.22 ng 106957 Perylene-di12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 80
2 Eicosane 282 C20H42 000112-95-8 80
3 Hexadecane 226 Cl16H34 000544-76-3 80
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 80
5 Sulfurous acid, pentadecyl 2-pro... 334 C18H3803S 1000309-12-6 78
Abundance Scan 2484 (16.698 min): BF113263.D (-2481) (-) m/z 57.00 100.00%
g7
71

%

5000

16.40 16.60 16.80 17.00

1127143 162 183197 15229 249 269
m/z 71.00 80.72%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #94346: Heptadecane
57
43 71
85
5000 TT TTTT LR B TT T T
16. 40 16. 60 16. 80 17. OO
29 99 m/z 43.00 62.60%
127
S O O i N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
71 R A
16.40 16.60 16.80 17.00
5000 85 m/z 84.95 61.12%
29
99

127141155169183197  225239253267282
mmmmrﬁmﬂrﬁrwﬂrﬁrm
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

%

Abundance #83026: Hexadecane R R e R

43 57 7 16.40 16.60 16.80 17.00

m/z 55.00 20.88%
5000 85
29 99
127 226

S R R

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16. 40 16. 60 16. 80 17. OO
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032419\
Data File : BF113263.D

Acq On : 24 Mar 2019 12:52

Operator : JU/SJ

Sample : PB118222BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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 .49 6.49 63.6 ng 3477210 1 6.71 1093590 20.0
Docosane 14.33 2.3 ng 128437 5 13.86 1136890 20.0
Hexacosane 14.63 6.4 ng 307216 6 15.26 963487 20.0
Heneicosane 14.94 9.5 ng 456045 6 15.26 963487 20.0
Tetracosane 15.69 9.0 ng 432809 6 15.26 963487 20.0
Octacosane 16.16 5.4 ng 259407 6 15.26 963487 20.0
Heptadecane 16.70 2.2 ng 106957 6 15.26 963487 20.0
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