LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092519\
Data File : BF117244.D
Aca On : 25 Sep 2019 17:04 Instrument :
Operator : JU E?Afs el
- _ lentosampleld :
3?22'6 : K5021-01 RT-1488-RBR200031-RBR200036
ALS Vial : 10 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-BF091319.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 5.440 566 570 585 rBV 715855 708885 81.88% 9.416%
2 6.457 738 743 761 rBV 748028 838009 96.80% 11.131%
3 6.587 761 765 772 rVV 951662 836055 96.57% 11.105%
4 6.810 800 803 813 rBV 250470 232036 26.80% 3.082%
5 6.969 826 830 846 rBV 671408 584554 67 .52% 7.765%
6 7.375 895 899 916 rBV 456074 482146 55.69% 6.404%
7 8.092 1017 1021 1037 rBV 235961 298898 34.53% 3.970%
8 9.169 1200 1204 1220 rBV 978442 865727 100.00% 11.499%
9 9.563 1268 1271 1282 rVB 74018 83282 9.62% 1.106%
10 9.845 1316 1319 1331 rBV 348689 351807 40.64% 4.673%

11 10.639 1450 1454 1470 rBV 462787 492746 56.92% 6.545%
12 11.333 1568 1572 1583 rBV 302834 342162 39.52% 4.545%

13 12.551 1776 1779 1789 rBB 43628 42394 4 _.90% 0.563%
14 12.780 1813 1818 1825 rBB 36001 41088 4_.75% 0.546%
15 12.916 1837 1841 1852 rVB 755125 668504 77.22% 8.880%
16 13.857 1995 2001 2002 rBvV5 9404 16163 1.87% 0.215%
17 13.974 2017 2021 2031 rVB 192979 220324 25.45% 2.927%
18 14.127 2043 2047 2051 rVB 12457 11494 1.33% 0.153%
19 14.427 2092 2098 2102 rBvV2 21844 23210 2.68% 0.308%
20 14.733 2145 2150 2154 rBV 25797 28593 3.30% 0.380%
21 15.015 2193 2198 2201 rBV2 10032 15675 1.81% 0.208%
22 15.057 2201 2205 2212 rVB2 33794 43340 5.01% 0.576%
23 15.374 2255 2259 2264 rBV 7868 11423 1.32% 0.152%
24 15.433 2264 2269 2278 rVV 145430 204811 23.66% 2.720%
25 15.851 2330 2340 2348 rBV 27705 44437 5.13% 0.590%
26 16.333 2416 2422 2427 rBV3 13188 23955 2.77% 0.318%
27 16.904 2513 2519 2526 rBV5 7735 16821 1.94% 0.223%
Sum of corrected areas: 7528539
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092519\

Data File : BF117244.D

Aca On : 25 Sep 2019 17:04

Operator : JU

ﬁ?ggle : K5021-01 RT-1488-RBR200031-RBR200036
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF117244.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092519\

Data File : BF117244.D

Aca On : 25 Sep 2019 17:04

Operator : JU

ﬁ?ggle : K5021-01 RT-1488-RBR200031-RBR200036
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319.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 72.06 ng 836055 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 766 (6.593 min): BF117244.D (-761) (-) m/z 132.00 100.00%
5000 68
20 s 7 e %10 620 6.40 6.60 6.80 7.00
0 B E e m/z 68.10 35.92%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 AR AR AR SR L
6.20 6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 33.62%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
620 6.40 6.60 6.80 7.00
5000 m/z 66.00 22 .56%
33 aa o 105
0....|....6|0....|0....|..:!-1.5|...|....|....|....
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.05 14.78%
5000 98 116
o -‘-“‘. 89 | dor ‘-“. 18189
m/z--> 40 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\HPCHEM1\BNA F\DATA\BF092519\

Data File : BF117244.D

Aca On : 25 Sep 2019 17:04

Operator : JU

ﬁ?ggle : K5021-01 RT-1488-RBR200031-RBR200036
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319.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 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .43 2.11 ng 23210 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 78
2 Hexadecane 226 C16H34 000544-76-3 72
3 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 72
4 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 72
5 Tetratetracontane 619 C44H90 007098-22-8 72
Abundance Scan 2098 (14.427 min): BF117244.D (-2092) (-) m/z 57.00 100.00%
57
85
5000
4
\ | | | |113 207 14.20 14.40 14.60 14.80
0.”“.”“”,.”JL.WHH,””“.”“”.“HWJH.”..“” e m/z 71.10 85.44Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57
85
5000
14.20 14.40 14.60 14.80
4 s m/z 43.10 73.99%
S O O e LA - - .
m/z--> 25 Jo éo éo 160 150 150 1éo 1§o 200 220 240 260 2§o 300
Abundance #83023: Hexadecane
57
14.20 14.40 14.60 14.80
5000 a5 m/z 85.10 60.96%
4
0 18 \‘ ‘ H\ \‘ 13 | 1‘}1 169 197 226
m/z--> 25 Jo éo éo 160 150 150 1éo 1éo 200 220 240 260 2éo 300
Abundance #83051: Dodecane, 2-methyl-6-propy!-
57 14.20 14.40 14.60 14.80
m/z 41.10 30.37%
85
5000 4
140
o L) s s 1?2 205 226
m/z--> 25 Jo éo éo 160 150 140 160 180 200 220 240 260 2§o 300 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092519\

Data File : BF117244.D

Aca On : 25 Sep 2019 17:04

Operator : JU

ﬁ?ggle : K5021-01 RT-1488-RBR200031-RBR200036
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319.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 Hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.73 2.79 ng 28593 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 78
2 Hexacosane 366 C26H54 000630-01-3 72
3 Heneicosane 296 C21H44 000629-94-7 59
4 Sulfurous acid. butyl nonvl ester 264 C13H2803S 1000309-17-6 59
5 Decane, 3-bromo- 220 C10H21Br 030571-71-2 58
Abundance Scan 2149 (14.727 min): BF117244.D (-2145) (-) m/z 71.10 100.00%
7
43
5000
97
‘ ‘ 1T7 1‘|‘9 207 281 14.40 14.60 14.80 15.00
o—4 et +r . m/z 57.05 92.45%
m/z--> 50 100 150 200 250 300 350
Abundance #83023: Hexadecane
57
5000
85 14.40 14.60 14.80 15.00
29 m/z 85.00 87.12%
L Ly 18 e a0 226
m/z--> éo 160 1%0 260 2%0 360 3%0
Abundance #194493: Hexacosane
57
14.40 14.60 14.80 15.00
5000 85 m/z 43.05 73.05%
. i j I i 111134 141,160 197 225 253 205 323 367
m/z--> éo 160 150 260 2%0 360 350
Abundance #141426: Heneicosane
57 14.40 14.60 14.80 15.00
m/z 97.00 32.96%
85
5000
29 113
ol L. Ty J[ I 1?1 (169 197 225 253 296
m/z--> 5'0 100 1&1,0 2(')0 251;0 3(')0 3&1;0 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092519\
Data File : BF117244.D

Aca On : 25 Sep 2019 17:04

Operator :© JU

Sample : K5021-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF091319_.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 Hexacosane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
15.06 4.23 ng 43340 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Hexacosane 366 C26H54 000630-01-3 80
3 Hentriacontane 437 C31H64 000630-04-6 80
4 Decane. l1l-iodo- 268 C10H211 002050-77-3 72
5 Tridecane, 6-propyl- 226 Cl16H34 055045-10-8 72

Abundance Scan 2206 (15.063 min): BF117244.D (-2201) (-) m/z 57.00 100.00%
57
85
5000
| | " 127 1g9 207 14,80 15.00 15.20 15.40
o il L by e m/z 71.10 94.11%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000
14.80 15.00 15.20 15.40
m/z 85.10 70.04%
29 113
oL, ] [ IJ | 141 169 197 225 253 296
m/z--> 55 160 1%0 260 250 360 3%0 460 '
Abundance #194493: Hexacosane
57
14.80 15.00 15.20 15.40
5000 85 m/z 43.00 57.81%
29 } 113 141
ol LT 100 107 225 253 205323 s67
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane L N T [MIVEM IS A
57 14.80 15.00 15.20 15.40
m/z 41.00 28.03%
5000 85
113 149
0 ‘ H 1 J1§94197‘225 253 281 309 337 365 437
m/z--> 55 160 1%0 260 2%0 360 3%0 460 ! 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092519\

Data File : BF117244.D

Aca On : 25 Sep 2019 17:04

Operator : JU

ﬁ?ggle : K5021-01 RT-1488-RBR200031-RBR200036
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319.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 Heptadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.85 4.34 ng 44437 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 80
2 Heptadecane 240 C17H36 000629-78-7 72
3 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 64
4 Hexacosane 366 C26H54 000630-01-3 64
5 Hexadecane 226 C16H34 000544-76-3 64
Abundance Scan 2340 (15.851 min): BF117244.D (-2330) (-) m/z 57.10 100.00%
5 | g5
5000
4
| 13 155 207 15.60 15.80 16.00 16.20
ol m/z 71.10 91.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57
85
5000
15.60 15.80 16.00 16.20
4 s m/z 85.10 79.55%
S O O e LA - - .
m/z--> 20 40 60 80 100 120 140 1éo 180 200 220 240 260 280 300
Abundance #94346: Heptadecane
57
85 15.60 15.80 16.00 16.20
5000 A m/z 42.95 56.85%
0 I A 1%3 , 141 169 197212 240
m/z--> 20 40 60 80 100 120 140 1éo 180 200 220 240 260 280 300
Abundance #48894: Decane, 2,3,5-trimethyl-
57 15.60 15.80 16.00 16.20
m/z 55.00 31.05%
5000 85
4
‘ 141
0 . T B . -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092519\

Data File : BF117244.D

Aca On : 25 Sep 2019 17:04

Operator : JU

ﬁ?ggle : K5021-01 RT-1488-RBR200031-RBR200036
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319.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 Hexatriacontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.33 2.34 ng 23955 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexatriacontane 507 C36H74 000630-06-8 72
2 Tetratetracontane 619 C44H90 007098-22-8 72
3 Sulfurous acid. butvl dodecvl ester 306 C16H3403S 1000309-17-9 72
4 Pentatriacontane 493 C35H72 000630-07-9 72
5 Heptacosane 380 C27H56 000593-49-7 64
Abundance Scan 2421 (16.327 min): BF117244.D (-2416) (-) m/z 57.00 100.00%
57
5000
99
‘“ | 271 16.00 16.20 16.40 16.60
I m/z 71.00 87.57%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #235973: Hexatriacontane
5000

16.00 16.20 16.40 16.60
m/z 85.00 62.66%

141183 225 281 323 379 421 463 506

04
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
517
"M'”IA"P'”IA'W
16.00 16.20 16.40 16.60
5000 m/z 43.05 42.52%

97
26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617

L e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #149369: Sulfurous acid, butyl dodecy! ester R ELAREE T

57 16.00 16.20 16.40 16.60

m/z 69.10 34 .50%
5000
99
o B 2

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 16.00 16.20 16.40 16.60

8270-BF091319.M Thu Sep 26 16:07:03 2019 Page: 8



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF092519\

Data File : BF117244.D

Acq On : 25 Sep 2019 17:04

Operator : JU

3?22'6 - K5021-01 RT-1488-RBR200031-RBR200036
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091319._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 72.1 ng 836055 1 6.81 232036 20.0
Heneicosane 14.43 2.1 ng 23210 5 13.97 220324 20.0
Hexadecane 14.73 2.8 ng 28593 6 15.43 204811 20.0
Hexacosane 15.06 4.2 ng 43340 6 15.43 204811 20.0
Heptadecane 15.85 4.3 ng 44437 6 15.43 204811 20.0
Hexatriacontane 16.33 2.3 ng 23955 6 15.43 204811 20.0
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