LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103235.D

Aca On : 26 Feb 2018 23:17

Operator : SJ/JU

Sample : J1691-37 5X

Misc :

ALS Vial : 16 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
1 5.087 507 510 517 rBV 12004 15539 1.14% 0.143%
2 5.492 575 579 595 rBV 513577 552459 40.57% 5.092%
3 6.504 748 751 771 rBV 479746 597005 43.84% 5.503%
4 6.645 771 775 782 rBV 628896 564824 41.48% 5.206%
5 6.875 810 814 820 rBVY 1155982 1018081 74.76% 9.385%
6 7.028 836 840 848 rBV 515170 438605 32.21% 4.043%
7 7.433 906 909 918 rBV 251687 290485 21.33% 2.678%
8 8.157 1028 1032 1053 rVvB 1517593 1361749 100.00% 12.552%
9 9.227 1211 1214 1223 rBVY 599337 533408 39.17% 4.917%
10 9.621 1278 1281 1289 rVB 123220 123081 9.04% 1.135%
11 9.833 1312 1317 1320 rBV 26026 29317 2.15% 0.270%
12 9.916 1327 1331 1341 rBV 1424086 1271550 93.38% 11.721%
13 10.327 1398 1401 1405 rvB2 40776 37853 2.78% 0.349%
14 10.551 1435 1439 1441 rBvV 22067 22989 1.69% 0.212%
15 10.627 1449 1452 1455 rBvV 55620 50135 3.68% 0.462%
16 10.704 1462 1465 1474 rBV 233704 264197 19.40% 2.435%
17 10.804 1479 1482 1491 rVB2 45263 65893 4.84% 0.607%
18 11.251 1556 1558 1561 rBV 31731 28166 2.07% 0.260%
19 11.286 1561 1564 1566 rVvVv 24234 22080 1.62% 0.204%
20 11.410 1581 1585 1588 rBVY 1054536 1053661 77.38% 9.712%
21 11.680 1629 1631 1635 rVB 34617 26749 1.96% 0.247%
22 11.915 1669 1671 1674 rBvV4 21230 21959 1.61% 0.202%
23 12.086 1698 1700 1703 rBV 33692 28741 2.11% 0.265%
24 12.333 1740 1742 1744 rBV3 24445 16417 1.21% 0.151%
25 12.480 1764 1767 1771 rVB 48117 53077 3.90% 0.489%
26 12.621 1789 1791 1795 rBV 52932 64121 4.71% 0.591%

27 12.851 1827 1830 1833 rBV 124224 125616 9.22% 1.158%
28 12.986 1850 1853 1857 rBV 398384 337155 24.76% 3.108%
29 13.204 1888 1890 1893 rBV 85575 82003 6.02% 0.756%
30 13.551 1947 1949 1953 rVB 129087 94782 6.96% 0.874%

31 13.880 2002 2005 2007 rBV 181576 154651 11.36% 1.426%
32 14.057 2032 2035 2038 rBV 817893 786219 57.74% 7.247%
33 14.198 2057 2059 2063 rVB 196640 163315 11.99% 1.505%
34 15.562 2288 2291 2296 rVB3 401304 552654 40.58% 5.094%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103235.D

Aca On : 26 Feb 2018 23:17

Operator : SJ/JU

Sample : J1691-37 5X

Misc :

ALS Vial : 16 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
Title

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

Sum of corrected areas: 10848536
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF022618\

BF103235.D

26 Feb 2018 23:17

SJ/JuU

J1691-37 5X

16 Sample Multiplier: 1

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

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103235.D

Aca On : 26 Feb 2018 23:17

Operator : SJ/JU

Sample : J1691-37 5X

Misc :

ALS Vial : 16 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 11.10 ng 564824 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 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9

Abundance Scan 776 (6.651 min): BF103235.D (-771) (-) m/z 132.00 100.00%
5000
68
40, 54 ¢ | 5 g 9 103 640 6.60 6.80 7.00
Obrrprrrr e AL P B 2 87 Ll Tm/z 68.00  34.37%
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 RS R R L
6.40 6.60 6.80 7.00
78 m/z 134.00 31.57%
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
" '6.40 6.60 6.80 7.00
5000 67 m/z 66.00 24.19%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmwﬁwmmﬁmmm
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 12.81%

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 : BF103235.D

Aca On : 26 Feb 2018 23:17

Operator : SJ/JU

Sample : J1691-37 5X

Misc :

ALS Vial : 16 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 7
R.T. EstConc Area Relative to ISTD R.T.
13.20 2.09 ng 82003 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Octacosane 394 C28H58 000630-02-4 87
3 Tetracosane 338 C24H50 000646-31-1 83
4 Nonadecane 268 C19H40 000629-92-5 64
5 Dodecane, 2-methyl- 184 C13H28 001560-97-0 64
Abundance Scan 1889 (13.198 min): BF103235.D (-1888) (-) m/z 57.00 100.00%
57
5000 85 rﬂﬁj\ﬂJbMAJVNAAwfnvnmfA~N/k
J | 111 135 167 191211537 256 295317 353 12:80 13.00 13.20 13.40 13.60
0Ll il m/z 71.00 66.41%
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57
85
5000 VU AN
12:80 13.00 13.20 13.40 13.60
29 m/z 43.00 44 _96%
0 Ly Alﬁ 141 169 197 240
m/z--> 50 100 150 200 250 300 350 '
Abundance
57
12:80 13.00 13.20 13.40 13.60
5000 g5 m/z 85.05 43.08%
29
. 113 141 169 197 225 253 281 309 337 365 394 wA¢A~wPVwMMMAAvﬂmMAWA/MM
RIS UL UL UL UL SR UL SRR
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane e o
57 12.80 13.00 13.20 13.40 13.60
m/z 41.00 25_43%
5000 85 va“AMFWMN»ﬁJJkVFﬁwanJm“J“
29 113
0 | gl T° 141 189 197 225 253 281 309 338
m/z--> 50 100 1éo 200 250 300 350 ' 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 : BF103235.D

Aca On : 26 Feb 2018 23:17

Operator : SJ/JU

Sample : J1691-37 5X

Misc :

ALS Vial : 16 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 Tridecane, l-iodo- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.55 2.41 ng 94782 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 1-iodo- 310 C13H271 035599-77-0 91
2 Tetradecane. 4-ethvl- 226 C16H34 055045-14-2 80
3 Heneicosane 296 C21H44 000629-94-7 80
4 Tridecane. 7-propvl- 226 C16H34 055045-09-5 74
5 Heptadecane 240 C17H36 000629-78-7 72
Abundance Scan 1949 (13.551 min): BF103235.D (-1947) (-) m/z 57.00 100.00%
57
5000 85
3 113 14 205 13.20 13.40 13.60 13.80
ol S UL [T 141 169102 225 283 279 305 329 35 m/z 71.00 60.31%
m/z--> 50 100 150 200 250 300 350
Abundance #152416: Tridecane, 1-iodo-
57
5000 85 NS VNS SN B
13.20 13.40 13.60 13.80
28 183 m/z 43.00 53.96%
e - R
m/z--> 50 100 150 200 250 300 350
Abundance
43
13.20 13.40 13.60 13.80
5000 71 m/z 85.00 46 .38%
o 9 127 155 197 g
m/z--> L '55' ' "160" "150" ' 560" "250" ' 560" "350
Abundance #141425: Heneicosane R B .
57 13.20 13.40 13.60 13.80
m/z 41.00 19.14%
5000 85
29
. Il h L M 141 169 197 225 253 206
m/z--> 5'0 1(')0 1&'30 2(')0 25'30 3(')0 3&'30 13.'20 13.'40 13.|60 13.I80 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103235.D

Aca On : 26 Feb 2018 23:17

Operator : SJ/JU

Sample : J1691-37 5X

Misc :

ALS Vial : 16 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 7 Docosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.20 4.15 ng 163315 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 96
2 Tridecane. l1l-i1odo- 310 C13H271 035599-77-0 91
3 Octadecane 254 C18H38 000593-45-3 83
4 Eicosane 282 C20H42 000112-95-8 83
5 Heptacosane 380 C27H56 000593-49-7 83
Abundance Scan 2059 (14.198 min): BF103235.D (-2057) (-) m/z 57.00 100.00%
57
5000 85
113 13.80 14.00 14.20 14.40 14.60
141
oL A |77, 141 163183203225 248 273 207317 341 369391 | 71 00 63.300%
m/z--> 50 100 150 200 250 300 350 400
Abundance #153223: Docosane
57
5000 85 AR BRI BRI B B
Bmmmmmmmmm
113 m/z 43.00 59.07%
0 L ‘ “\ “h h‘ u‘ “ 1?1 | ! 183 L 211 239 267 3]\-0
m/z--> éo 160 1éo 260 250 300 3éo 400
Abundance
57
13.80 14.00 14.20 14.40 14.60
5000 a5 m/z 85.10 41 .89%
28
o 113 155 183 310
m/z--> ' "éolll 160"' 150"' éoo"' ésd B 560"' 5%6 B Zoo
Abundance #105885: Octadecane e o
57 13.80 14.00 14.20 14.40 14.60
m/z 41.00 20.64%
5000 85
oL Ll g 111 141 169 107 205 254
m/z--> éo 160 1éo 260 2éo 300 3éo 400 1380 1400 1420 1440 14.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022618\
Data File : BF103235.D

Acq On : 26 Feb 2018 23:17

Operator : SJ/JU

Sample - J1691-37 5X

Misc :

ALS Vial : 16 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 11.1 ng 564824 1 6.87 1018080 20.0
Heptadecane 13.20 2.1 ng 82003 5 14.06 786219 20.0
Tridecane, l-iodo- 13.55 2.4 ng 94782 5 14.06 786219 20.0
Docosane 14.20 4.2 ng 163315 5 14.06 786219 20.0
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