LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030619\
Data File : BF112893.D

Aca On : 6 Mar 2019 20:33

Operator : JU/SJ

Sample : PB117655BL

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 5.345 549 554 557 rBY 3965160 3753058 92.41% 9.906%
2 6.369 722 728 730 rBY 3638974 3880667 95.55% 10.243%
3 6.498 746 750 754 rBVY 4079252 3905371 96.16% 10.308%
4 6.728 786 789 793 rBVY 1610005 1387444 34.16% 3.662%
5 6.886 812 816 819 rBVY 3630586 3109896 76.57% 8.209%

7.286 879 884 898 rBV 2429737 2576864 63.45% 6.802%
8.010 1003 1007 1014 rBV 1550223 1485083 36.56% 3.920%
9.086 1185 1190 1205 rBV 4153466 4061512 100.00% 10.721%
9.763 1300 1305 1320 rBV 1608710 1688226 41.57% 4._.456%
10.539 1433 1437 1459 rBV 2332583 2620008 64.51% 6.916%

=
QO ~NO®

11 11.239 1551 1556 1569 rVB 1769886 1997514 49.18% 5.273%
12 12.815 1820 1824 1828 rBV 3673981 3663951 90.21% 9.671%

13 13.304 1904 1907 1911 rBV 91721 75382 1.86% 0.199%
14 13.857 1997 2001 2012 rBV 1196743 1376700 33.90% 3.634%
15 14.345 2081 2084 2088 rVB 60314 50090 1.23% 0.132%

16 14.639 2131 2134 2138 rBV 100736 103836 2.56% 0.274%
17 14.956 2184 2188 2193 rBV 126005 137898 3.40% 0.364%
18 15.262 2235 2240 2246 rBV 1015407 1360608 33.50% 3.591%
19 15.315 2246 2249 2255 rVB 144432 182856 4_50% 0.483%
20 15.715 2312 2317 2322 rBV 133340 197357 4._86% 0.521%

21 16.186 2391 2397 2404 rVB 100824 176571 4_.35% 0.466%
22 16.733 2485 2490 2500 rVB2 46874 94096 2.32% 0.248%

Sum of corrected areas: 37884988
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030619\
Data File : BF112893.D

Aca On : 6 Mar 2019 20:33

Operator : JU/SJ

Sample : PB117655BL

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: BF112893.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030619\
Data File : BF112893.D

Aca On : 6 Mar 2019 20:33

Operator : JU/SJ

Sample : PB117655BL

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 unknown6.50 Concentration Rank 1

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

6.50 56.30 ng 3905370 1,4-Dichlorobenzene-d4 6.73

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-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12

4 1.3.5-Trifluorobenzene 132 C6H3F3
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12

000372-38-3 9
028749-81-7 9

Abundance Scan 750 (6.498 min): BF112893.D (-746) (-) m/z 131.95 100.00%
5000 68
40 % J 620 640 6.60 630
54 . . . .
7 5
o | 7 e | sus o w7 68.00  42.71%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 "
5000 LI L L L L L L L L
6.20 6.40 6.60 6.80
0
31 51 78 m/z 134.00 32.88%
0 e
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
e R EEE e a e
6.20 6.40 6.60 6.80
5000 67 m/z 65.95 27.38%
41 97
‘ 53 ‘ 117
79
ob el bl g 200 |
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl AR a ma
57 132 6.20 6.40 6.60 6.80
24 m/z 69.00 16.78%
116
5000 98
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\BF030619\
Data File : BF112893.D

Aca On : 6 Mar 2019 20:33

Operator : JU/SJ

Sample : PB117655BL

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 2-methyloctacosane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.96 2.03 ng 137898 Perylene-di12 15.26
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 Octacosane 394 C28H58 000630-02-4 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2189 (14.962 min): BF112893.D (-2184) (-) m/z 57.00 100.00%
57
5000 85
(4L 00 om0 2o 14760 1480 15,00 1520
ol A b L AP e m/z 71.00  66.70%

m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane

5000
14.60 14.80 15.00 15.20

m/z 43.00 57.63%

o 141 169 197 225 267 295
m/z--> 50 100 150 200 250 300 350

Abundance #194493: Hexacosane
57
R e R RER
14.60 14.80 15.00 15.20
5000 85 m/z 85.00 47 .79%
29
LT ] | M2 141 169 107 225 253 295 323 367
—— e e e
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57 14.60 14.80 15.00 15.20
m/z 55.00 21.22%
5000 85
29
ol ] | (M3 141 169 197 225 253 281 309 337 365 394
L o e e e T e o B LA B B e e e e e e e R e e
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030619\
Data File : BF112893.D

Aca On : 6 Mar 2019 20:33

Operator : JU/SJ

Sample : PB117655BL

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 Eicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.32 2.69 ng 182856 Perylene-di12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 98
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Pentacosane 352 C25H52 000629-99-2 91
Abundance Scan 2250 (15.321 min): BF112893.D (-2246) (-) m/z 57.00 100.00%
57
85
5000
113 TE0 1500 1540 1580
141 169 197221 267 355 15.00 15.20 15.40 15.60
NI ATYY -'||-" A — m/z 71.00 66.39%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57
85
5000
15.00 15.20 15.40 15.60
m/z 43.00 55.69%
L L 00 267 2 o 2o
m/z--> 50 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl-
57
15.00 15.20 15.40 15.60
5000 85 m/z 85.00 55.68%
oL 3t L uli3 141 169 197 %39 267 204 323 352
m/z--> 50 100 150 200 2%0 300 350 400
Abundance #219831: Triacontane A T T
57 15.00 15.20 15.40 15.60
m/z 55.00 22 .38%
5000 85
118 141
oL2) i J | 70T, 169 197 225 253 281 309 337 365 393 422
m/z--> 50 100 150 260 250 300 350 400 15.00 15.20 1540 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030619\
Data File : BF112893.D

Aca On : 6 Mar 2019 20:33

Operator : JU/SJ

Sample : PB117655BL

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 Hentriacontane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.72 2.90 ng 197357 Perylene-di12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Hexadecane, 1-iodo- 352 C16H33lI 000544-77-4 91
Abundance Scan 2318 (15.721 min): BF112893.D (-2312) (-) m/z 56.95 100.00%
57
5000 ]5
141 169 15.40 15.60 15.80 16.00
 — ,I. L .1|, .-|.d Lo 97225258 288 3% . ‘m/z 70.95 67.82%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane
57
5000 UL BN RN SR
85 15.40 15.60 15.80 16.00
J s m/z 42.95 58.14%
0 201411y 11$1‘169 197 225 253 280 309 351 379 407 436
m/z--> 55 160 1éo 260 2éo 360 3éo 460 '
Abundance #141426: Heneicosane
57
o 15.40 15.60 15.80 16.00
5000 m/z 85.00 48 .63%
29 113
oL I | /777,241 160 197 205 253 296
m/z--> 55 160 1éo 260 250 360 3éo 460 '
Abundance #219831: Triacontane e R AEBaa
57 15.40 15.60 15.80 16.00
m/z 99.00 19.64%
5000 85
113 141
ol 29 || iy /169 197 225 253 281 309 337 365 393 422
m/z--> 5'0 1(')0 1éo 2(')0 2éo 3(')0 3éo 4c')o ! 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030619\
Data File : BF112893.D

Aca On : 6 Mar 2019 20:33

Operator : JU/SJ

Sample : PB117655BL

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 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.19 2.60 ng 176571 Perylene-di12 15.26
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 Octacosane 394 C28H58 000630-02-4 91
4 Docosane 310 C22H46 000629-97-0 91
5 Heptadecane 240 C17H36 000629-78-7 91
Abundance Scan 2398 (16.192 min): BF112893.D (-2391) (-) m/z 57.00 100.00%
57
5000 85 J \
113 141 15,80 16.00 16,20 16.40 16.60
169 : : : : :
I "ﬂ-':',-.- LA x| m/z 71.00 71.82%
m/z--> 50 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 BBV BRARRR N
15. 80 16. oo 16. 20 16 40 16. 60
- m/z 42.95 61.03%
oL L. I J / J1§1I169 197 225 253 296
m/z--> éo 100 1éo 260 2éo 360 3%0 460
Abundance #219831: Triacontane
57
15,80 16.00 16.20 16.40 16.60
5000 85 m/z 85.00 49 .65%
118 141
oL2/ | | |77 141 169 197 225 253 281 309 337 365 393 422
IIIII""""I""I""""I""I""IIII
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane T TR T T T
57 15.80 16.00 16.20 16.40 16.60
m/z 55.00 18.62%
- 1 /LA/VA——/\N\MW
29
oL /113 141 169 197 225 253 281 309 337 365 394
m/z--> 5'0 1(')0 1&'30 2(')0 25'30 3(')0 3%0 4(|)O 15. 80 16. oo 16. 20 16 40 16. 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF030619\
Data File : BF112893.D

Acq On : 6 Mar 2019 20:33

Operator : JU/SJ

Sample : PB117655BL

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 .50 6.50 56.3 ng 3905370 1 6.73 1387440 20.0
2-methyloctacosane 14 .96 2.0 ng 137898 6 15.26 1360610 20.0
Eicosane 15.32 2.7 ng 182856 6 15.26 1360610 20.0
Hentriacontane 15.72 2.9 ng 197357 6 15.26 1360610 20.0
Heneicosane 16.19 2.6 ng 176571 6 15.26 1360610 20.0
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