LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103238.D

Aca On : 27 Feb 2018 00:36

Operator : SJ/JU

Sample : J1691-61 5X

Misc :

ALS Vial : 19 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:\HPCHEM1I\BNA F\METHODS\8270-BF022218.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

5.493 576 579 588 rBV 453506 503245 47.91% 5.028%
6.504 748 751 762 rBv2 395181 506344 48.21% 5.059%
rBv 561852 507225 48.29% 5.068%
6.875 810 814 825 rBV 1018977 879166 83.71% 8.785%
7.028 836 840 847 rBV 451572 392650 37.38% 3.923%
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7.434 906 909 919 rBV 192612 241482 22.99% 2.413%
8.157 1029 1032 1039 rBV 1173983 1050305 100.00% 10.495%
rBv 507601 476312 45.35% 4._759%
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9.304 1224 1227 1229 rVB 21503 17440 1.66% 0.174%
1 9.622 1277 1281 1290 rVB 51676 57032 5.43% 0.570%
11 9.834 1312 1317 1321 rVB 35941 32676 3.11% 0.327%
12 9.916 1327 1331 1347 rVB 1127494 1010567 96.22% 10.098%
13 10.157 1369 1372 1376 rBV5 10937 13508 1.29% 0.135%
14 10.334 1399 1402 1404 rVB 46828 38604 3.68% 0.386%
15 10.551 1433 1439 1441 rBV 20575 26970 2.57% 0.269%
16 10.710 1462 1466 1475 rBV 193119 232464 22.13% 2.323%
17 10.804 1479 1482 1492 rVV 59138 71638 6.82% 0.716%
18 11.251 1555 1558 1561 rBV 40525 36561 3.48% 0.365%
19 11.286 1561 1564 1566 rVB 23308 20105 1.91% 0.201%
20 11.404 1581 1584 1588 rBV 918217 886614 84.41% 8.859%
21 11.680 1629 1631 1634 rVB 44256 32112 3.06% 0.321%
22 11.739 1638 1641 1646 rVvv4 15649 21694 2.07% 0.217%
23 11.916 1669 1671 1674 rBV3 17988 17669 1.68% 0.177%
24 12.022 1686 1689 1691 rBV3 12705 15073 1.44% 0.151%
25 12.086 1698 1700 1703 rBV 33285 31123 2.96% 0.311%
26 12.333 1739 1742 1746 rBV5 29709 37202 3.54% 0.372%
27 12.457 1761 1763 1765 rBV 25583 27970 2.66% 0.279%
28 12.480 1765 1767 1771 rVB2 54038 52052 4._.96% 0.520%
29 12.622 1789 1791 1794 rBV 33110 33802 3.22% 0.338%

30 12.851 1827 1830 1837 rVB4 135143 157321 14.98% 1.572%

31 12.986 1850 1853 1856 rVB 429379 347633 33.10% 3.474%
32 13.204 1888 1890 1893 rBV 109927 102870 9.79% 1.028%
33 13.551 1946 1949 1952 rBV 179022 156350 14.89% 1.562%
34 13.880 2002 2005 2008 rVB 201766 159620 15.20% 1.595%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103238.D

Aca On : 27 Feb 2018 00:36

Operator : SJ/JU

Sample : J1691-61 5X

Misc :

ALS Vial : 19 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF022218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.057 2032 2035 2041 rVB 613400 574225 54_.67% 5.738%
36 14.198 2056 2059 2062 rBV 246219 236700 22.54% 2.365%
37 14.510 2109 2112 2115 rVB 233012 236448 22.51% 2.363%

38 15.157 2220 2222 2226 rVB 178034 188548 17.95% 1.884%
39 15.557 2286 2290 2296 rVB2 368830 578561 55.09% 5.781%

Sum of corrected areas: 10007881
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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:\HPCHEMI\BNA F\DATA\BF022618\

BF103238.D

27 Feb 2018 00:36

SJ/Ju

J1691-61 5X

19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103238.D

Aca On : 27 Feb 2018 00:36

Operator : SJ/JU

Sample : J1691-61 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 unknown6.65 Concentration Rank 1

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

6.65 11.54 ng 507225 1,4-Dichlorobenzene-d4 6.87
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 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Benzeneethanamine. .alpha.-methv... 223 C16H17N 002980-02-1 10
5 Amphetaminil 250 C17H18N2 017590-01-1 10

Abundance Scan 776 (6.651 min): BF103238.D (-771) (-) m/z 132.00 100.00%
132
5000 68 jL
20,054 o || g 9|6 104 640 6.60 6.80 7.00
O R o A Lo e O m/z 68.00 37.23%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IR IS R R L
6.40 6.60 6.80 7.00
78 m/z 134.00 33.49Y%
31 4 ‘
0'W'”'P'”I”'“'”'J'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
640 6.60 6.80 7.00
5000 67 m/z 66.00 23.57%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmwﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole

132 6.40 6.60 6.80 7.00
m/z 69.00 14 _.50%

5000
104
51 66 77
14 27 37 44> 58 | ' 8997 | 115
e N | N

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103238.D

Aca On : 27 Feb 2018 00:36

Operator : SJ/JU

Sample : J1691-61 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Heptadecane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.20 3.58 ng 102870 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Hexadecane. 2-methvl- 240 C17H36 001560-92-5 87
3 Hexadecane 226 C16H34 000544-76-3 83
4 Undecane. 2-methvl- 170 C12H26 007045-71-8 80
5 Pentadecane, 3-methyl- 226 Cl16H34 002882-96-4 80

Abundance Scan 1889 (13.198 min): BF103238.D (-1888) (-) m/z 57.00 100.00%
57
4
07123138, 4169 196 219,55252 275 302 12/80 13.00 13.20 13.40 13.60
bl m/z 43.00 67.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94346: Heptadecane
57
85
5000 URRR SR SURBULE IS
4 12/80 13.00 13.20 13.40 13.60
m/z 71.00 58.92%
I O .
m/z--> 25 40 éo 85 160 150 140 160 180 200 220 240 260 280 300
Abundance
57
o 12:80 13.00 13.20 13.40 13.60
5000 m/z 85.10 47 _40%
197
3 m
. 4 169 225240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83025: Hexadecane B R R
57 12.80 13.00 13.20 13.40 13.60
m/z 41.00 27 .64%
5000
4 85
o 2# ‘ |, 4 | 113 141 169 197 226
m/z--> 20 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 12.80 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103238.D

Aca On : 27 Feb 2018 00:36

Operator : SJ/JU

Sample : J1691-61 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Nonadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

13.55 5.45 ng 156350 Chrysene-di12 14 .06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 95
2 Eilcosane 282 C20H42 000112-95-8 90
3 Octadecane. 2-methvl- 268 C19H40 001560-88-9 86
4 Tricosane 324 C23H48 000638-67-5 83
5 Hexadecane, 1-iodo- 352 C16H33l1 000544-77-4 83

Abundance Scan 1949 (13.551 min): BF103238.D (-1946) (-) m/z 57.00 100.00%

57
5000 a5

13.20 13.40 13.60 13.80

|13 141 169 199 225 248 279 312333352

oM 0 I P S M B A S8 22 m/z 71.10 58.93%
m/z--> 0 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57
5000 85 IIIIIIIIIIIIIIIIIIIIIII
13.20 13.40 13.60 13.80
29 m/z 43.00 51.38%
0 \‘ ‘L h H\ Il H‘ 1:\}3 | 1‘\11 . 169 197 225 2§8
Al s L o B e
m/z--> 0 50 100 150 200 250 300 350
Abundance
57
e
85 13.20 13.40 13.60 13.80
5000 m/z 85.10 35.97%
113
. 29 141 169 197 225 253 282
i  a wa A ama a
m/z--> 0 50 100 150 200 250 300 350
Abundance #117649: Octadecane, 2-methyl-  EEaEE
57 13.20 13.40 13.60 13.80
m/z 55.00 18.94%
5000 85
29 225
113
P N R T
m/z--> 0 50 100 150 200 250 300 350 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103238.D

Aca On : 27 Feb 2018 00:36

Operator : SJ/JU

Sample : J1691-61 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 6

R.T. EstConc Area Relative to ISTD R.T.
13.88 5.56 ng 159620 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 94
2 Tricosane. 2-methvl- 338 C24H50 001928-30-9 93
3 Pentadecane 212 C15H32 000629-62-9 90
4 Eicosane 282 C20H42 000112-95-8 87
5 Tricosane 324 C23H48 000638-67-5 87

Abundance Scan 2005 (13.880 min): BF103238.D (-2002) (-) m/z 57.00 100.00%
57
5000 85
13 '13.60 13.80 14.00 14.20
183
ol 1 ,‘. LA {77, 185 189 211230 253 282301 335358 o771 00 62.45%
m/z--> 50 100 150 200 250 300 350
Abundance #175558: Tetracosane
57
85
5000 SRR SUNRILE SR B
13.60 13.80 14.00 14.20
m/z 43.00 60.78%
ol 3¢ L1 109 197 25 g5a g a0 398
m/z--> 55 160 1%0 260 2éo 360 3éo
Abundance
43
'13.60 13.80 14.00 14.20
5000 71 m/z 85.05 43 .84%
oL15 9 127 155 183 211 239 267 295 32334
m/z--> 55 160 1%0 260 250 360 3éo
Abundance #71393: Pentadecane T
57 13.60 13.80 14.00 14.20
m/z 55.00 23.66%
5000 85
29
0 “ Ul ‘\ ‘ il J‘ 1:!-34 14\.1 169 2:!-2
m/z--> 5'0 1(')0 1&1;0 2(')0 250 3(')0 3&'30 13.|60 13.|80 14.'00 14.'20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103238.D

Aca On : 27 Feb 2018 00:36

Operator : SJ/JU

Sample : J1691-61 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Hexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14 .51 8.24 ng 236448 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Hexacosane 366 C26H54 000630-01-3 93
3 Octadecane. 2-methvl- 268 C19H40 001560-88-9 93
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 93
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 2112 (14.510 min): BF103238.D (-2109) (-) m/z 57.00 100.00%
57
5000 85
13 14, - 14130 14140 1460 1480
ob L b b 7 1 169 106 231 202262304324 353375307 m/z 71.00 62.13%
m/z--> 50 100 150 200 250 300 350 400
Abundance #83025: Hexadecane
57
5000 R AR DA B B
a5 Mmmmmmmm
29 m/z 43.00 52.09%
ol L | J 113 141 169 197 226
m/z--> 55 160 150 200 2%0 300 3éo 400
Abundance
57
14.20 14.40 14.60 14.80
5000 85 m/z 85.10 40.72%
. 29 113 141 169 197 225 253 281 309 337 366
m/z--> 55 160 1éo 200 250 360 350 400
Abundance #117648: Octadecane, 2-methyl- A REEREEaSS
43 14.20 14.40 14.60 14.80
m/z 55.00 23.78%
71
5000
99
0 l| A L‘ \127 155 183 22\5 253
m/z--> 5'0 1(')0 1&'30 200 250 300 35'30 400 14 20 14. 40 14 60 14I8O
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103238.D

Aca On : 27 Feb 2018 00:36

Operator : SJ/JU

Sample : J1691-61 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 9 Tridecane, l-iodo- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.16 6.52 ng 188548 Perylene-di12 15.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 1-iodo- 310 C13H271 035599-77-0 95
2 Hexadecane. 1-iodo- 352 C16H33lI 000544-77-4 87
3 Heptadecane. 3-methvl- 254 C18H38 006418-44-6 86
4 Hexacosane 366 C26H54 000630-01-3 80
5 Sulfurous acid, butyl decyl ester 278 C14H3003S 1000309-17-7 80
Abundance Scan 2223 (15.163 min): BF103238.D (-2220) (-) m/z 57.00 100.00%
57
5000 85
13 14,80 15.00 15.20 15.40
141 175197217
ol ,J.J ALt 110107207 256 281 307 346368300412 | /71 05 55.820%
m/z--> 50 100 150 200 250 300 350 400
Abundance #152416: Tridecane, 1-iodo-
57
5000 85 U D URBLR B SRR
mmmmmmmm
28 183 m/z 43.00 51.72%
0.|..|....|1.13...1|5.5... S ....|3].-0...|....|....
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
o 14.80 15.00 15.20 1540
5000 m/z 85.05 38.65%
225
113
o 29 141 169 196 352
RN AL UL UL UL SRR BURLELELI SRR UL
m/z--> 50 100 150 200 250 300 350 400
Abundance #105891: Heptadecane, 3-methyl- R AR EEEEE T
57 14.80 15.00 15.20 15.40
m/z 41.00 18.35%
5000 85
113 225
141
m/z--> 50 100 150 200 250 300 350 400 14. 80 15. 00 15. 20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022618\
Data File : BF103238.D

Acq On : 27 Feb 2018 00:36

Operator : SJ/JU

Sample - J1691-61 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF022218_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 .65 6.65 11.5 ng 507225 1 6.87 879166 20.0
Heptadecane 13.20 3.6 ng 102870 5 14.06 574225 20.0
Nonadecane 13.55 5.5 ng 156350 5 14.06 574225 20.0
Tetracosane 13.88 5.6 ng 159620 5 14.06 574225 20.0
Hexadecane 14 .51 8.2 ng 236448 5 14.06 574225 20.0
Tridecane, 1-iodo- 15.16 6.5 ng 188548 6 15.56 578561 20.0
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