LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030618\
Data File : BF103455.D

Aca On : 6 Mar 2018 14:57

Operator : SJ/JU

Sample : J1792-01

Misc :

ALS Vial : 11 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 5.098 509 512 522 rBV 38129 61123 2.43% 0.274%
2 5.498 576 580 614 rBVY 1616152 2514514 100.00% 11.253%
3 6.510 748 752 771 rBV 1673346 2340514 93.08% 10.474%
4 6.645 771 775 786 rVV 2199952 2264778 90.07% 10.135%
5 6.869 810 813 828 rVB 628066 723717 28.78% 3.239%
6 7.028 836 840 857 rBVY 1754166 1835728 73.01% 8.215%
7 7.439 906 910 926 rBV 1263242 1619835 64.42% 7.249%
8 8.157 1028 1032 1052 rBV 750441 981517 39.03% 4.392%
9 9.027 1177 1180 1182 rBV 40700 37217 1.48% 0.167%
10 9.092 1188 1191 1200 rVB 207228 187515 7.46% 0.839%

11 9.204 1207 1210 1211 rBV 230221 177090 7.04% 0.793%
12 9.227 1211 1214 1229 rVV 2284344 2247549 89.38% 10.058%

13 9.410 1240 1245 1254 rBV3 20160 46011 1.83% 0.206%
14 9.704 1292 1295 1302 rBV2 27342 35196 1.40% 0.158%
15 9.910 1327 1330 1341 rVB 889201 969981 38.58% 4.341%
16 10.298 1393 1396 1398 rBV 89106 65792 2.62% 0.294%
17 10.322 1398 1400 1404 rVB 68440 55650 2.21% 0.249%
18 10.527 1431 1435 1438 rBV 42821 46107 1.83% 0.206%
19 10.710 1462 1466 1479 rBV 1098784 1283070 51.03% 5.742%
20 10.798 1479 1481 1485 rVv2 52875 55785 2.22% 0.250%
21 10.904 1494 1499 1503 rBV 39709 51104 2.03% 0.229%
22 11.245 1555 1557 1560 rBV 32998 34624 1.38% 0.155%
23 11.339 1570 1573 1576 rBV3 35724 37021 1.47% 0.166%

24 11.410 1581 1585 1588 rBV 806024 859083 34.16% 3.845%
25 11.433 1588 1589 1593 rVV2 187925 154006 6.12% 0.689%

26 11.486 1596 1598 1601 rVvVv 27048 30301 1.21% 0.136%
27 11.557 1606 1610 1613 rVB 122861 118276 4._70% 0.529%
28 11.674 1628 1630 1633 rBV 48012 34263 1.36% 0.153%

29 11.916 1668 1671 1674 rBV3 100000 122413 4.87% 0.548%
30 11.951 1674 1677 1681 rVB 447739 392446 15.61% 1.756%

31 12.027 1687 1690 1697 rBV5 40319 81279 3.23% 0.364%
32 12.086 1697 1700 1702 rBVZ2 38586 39700 1.58% 0.178%
33 12.627 1789 1792 1795 rVB 178984 161697 6.43% 0.724%
34 12.845 1826 1829 1830 rBV2 114811 94675 3.77% 0.424%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030618\
Data File : BF103455.D

Aca On : 6 Mar 2018 14:57

Operator : SJ/JU

Sample : J1792-01

Misc :

ALS Vial : 11 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 12.863 1830 1832 1835 rVB 143887 119170 4.74% 0.533%

36 12.992 1850 1854 1857 rBV 1357918 1270043 50.51% 5.684%
37 13.539 1945 1947 1951 rBV 102616 122955 4_.89% 0.550%
38 13.874 2001 2004 2010 rVB 200565 237461 9.44% 1.063%
39 14.062 2033 2036 2039 rBvV 466821 516304 20.53% 2.311%
40 15.580 2291 2294 2297 rVB 262315 320038 12.73% 1.432%

Sum of corrected areas: 22345548
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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

\\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF030618\

BF103455.D

6 Mar 2018 14:57

SJ/Ju

J1792-01

11 Sample Multiplier: 1

Z:\HPCHEM1\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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030618\
Data File : BF103455.D

Aca On : 6 Mar 2018 14:57

Operator : SJ/JU

Sample : J1792-01

Misc :

ALS Vial : 11 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 62.59 ng 2264780 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 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
Abundance Scan 776 (6.651 min): BF103455.D (-771) (-) m/z 132.00 100.00%
132
5000 o8 k
40 . 54 61|| . 9|6 104 156 640 6.60 6.80 7.00
..“”.“”.“”.H“.HL.“.”..”“.”“.”“.““.”,””ph”,“ m/z 68.00 36.55%

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

6.40 6.60 6.80 7.00

78 m/z 134.00 32.63%
31
38
..,....,....,...w,.:..,H...,...:,....,....,....,....,....,....,‘... .
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
T T
6.40 6.60 6.80 7.00
5000 67 m/z 65.95 24.13%
41 53 97
79 117
34 60 89 105 124
wwmwwwmmmm
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 13.60%

5000
104
51 66 77
14 27 37 44°-58 | 89 97 || 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 660 6.80 7.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030618\
Data File : BF103455.D

Aca On : 6 Mar 2018 14:57

Operator : SJ/JU

Sample : J1792-01

Misc :

ALS Vial : 11 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 1,2-Benzenedicarboxylic aci... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.56 2.75 ng 118276 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Benzenedicarboxvlic acid. bi... 278 C16H2204 000084-69-5 83
2 1.2-Benzenedicarboxvlic acid. bu... 362 C22H3404 000089-19-0 78
3 Phthalic acid. isobutvl 4-methvl... 334 C20H3004 1000377-93-8 78
4 1.2-Benzenedicarboxvlic acid. bu... 304 C18H2404 000084-64-0 78
5 1,2-Benzenedicarboxylic acid, bu... 334 C20H3004 000084-78-6 78
Abundance Scan 1611 (11.563 min): BF103455.D (-1606) (-) m/z 148.95 100.00%
149
5000
4157 Trrrrr|yrrrryrrrryrrrrp|r
g3 104 11.20 11.40 11.60 11.80
121 167 223
ettt bt et e e e e | W72 57.00  24.61%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #125898: 1,2-Benzenedicarboxylic acid, bis(2-methylpropyl)...
149
5000 LR DRI BUARLA BN B
11.20 11.40 11.60 11.80
57 293 m/z 41.00 14 .43%
" 76 104 13> | 167 195 295 260 279
mz-> 20 46 eb 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
149
11.20 11.40 1160 11.80
5000 m/z 103.90 10.98%
26 4 57 76 104121 167 205223 289 307
Wwﬁmwwwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #172611: Phthalic acid, isobutyl 4-methylhept-3-yl ester
149 11.20 11.40 11.60 11.80
m/z 149.85 9.65%
5000
57
41 | 76 104 135 | 167  20>223
miz-> 2 4 60 80 100 130 140 160 180 200 230 240 250 280 300 | | 1120 1140 1160 1180
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030618\
Data File : BF103455.D

Aca On : 6 Mar 2018 14:57

Operator : SJ/JU

Sample : J1792-01

Misc :

ALS Vial : 11 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 Octacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.54 4.76 ng 122955 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 59
2 Dodecane. l1-i1odo- 296 C12H25l1 004292-19-7 58
3 Heptadecane 240 C17H36 000629-78-7 53
4 Decane. 2.4-dimethvl- 170 C12H26 002801-84-5 50
5 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 47
Abundance Scan 1947 (13.539 min): BF103455.D (-1945) (-) m/z 57.00 100.00%
57
5000
131 141 241 274 13.20 13.40 13.60 13.80
o 197 220 301 343 385 413 n/z  71.00 23 07%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57
5000 N AR IR
85 13.20 13.40 13.60 13.80
29 m/z 43.00 64 .19%
| L } || 118 141 169 197 225 253 281 309 337 365 394
m/z--> §o 160 1%0 260 250 360 3%0 460
Abundance
57
13.20 1340 13.60 13.80
5000 85 m/z 85.05 53.65%
29
113 155 183
m/z--> §o 160 1%0 260 250 360 3%0 460
Abundance #94344: Heptadecane LI LI L B LR
57 13.20 13.40 13.60 13.80
m/z 55.00 31.10%
5000 85
29
\‘ wt | ‘ n \J 113‘\ 141.1 Al 169 1 197 24\.0
m/z--> 5'0 1(')0 1&1;0 2(')0 250 3(')0 3&1;0 4(')0 13.'20 13.'40 13.|60 13.|80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030618\
Data File : BF103455.D

Aca On : 6 Mar 2018 14:57

Operator : SJ/JU

Sample : J1792-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

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

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Hexacosyl pentafluoropropio... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.87 9.20 ng 237461 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Hexacosvl pentafluoropropionate

2 Heptacosvl trifluoroacetate

3 Hexacosvl trifluoroacetate

4 Heptacosvl pentafluoropropionate

5 Dotriacontyl pentafluoropropionate

528 C29H53F502
492 C29H55F302
478 C28H53F302
542 C30H55F502
612 C35H65F502

1000351-81-2 91
1000351-75-8 91
1000351-75-0 91
1000351-81-6 91
1000351-81-4 91

Abundance Scan 2003 (13.868 min): BF103455.D (-2001) (-) m/z 57.00 100.00%
57
i W
5000
111
226 U
139 169 501 1 205 330 369 427 13.60 13.80 14.00 14.20
A A0 268 e 30 e m/z 43.00 83.64%
m'z--> 50 100 150 200 250 300 350 400 450 500
Abundance #237739: Hexacosy! pentafluoropropionate
57
5000 LA L L L L L LB
13.60 13.80 14.00 14.20
125 m/z 83.00 66 .66%
ZPL u‘ u Mw\‘ 181 222250278306336364 409 510
—— . — e
mz--> 50 250 300 350 400 450 500
Abundance
57
e
97 13.60 13.80 14.00 14.20
5000 m/z 55.00 64.76%
125
29 153181 222250278306 350378 423 474
e & - BN
mz--> 50 100 150 200 250 300 350 400 450 500
Abundance #232315: Hexacosy! trifluoroacetate i B
57 13.60 13.80 14.00 14.20
m/z 69.00 60.07%
97
5000
125
2 11153181 222250278306 336364 409 460
e T o T o o e L R e
mz--> 50 100 150 200 250 300 350 400 450 500 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF030618\
Data File : BF103455.D

Acq On : 6 Mar 2018 14:57

Operator : SJ/JU

Sample : J1792-01

Misc :

ALS Vial : 11 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 62.6 ng 2264780 1 6.87 723717 20.0
1,2-Benzenedicarb... 11.56 2.8 ng 118276 4 11.41 859083 20.0
Octacosane 13.54 4.8 ng 122955 5 14.07 516304 20.0
Hexacosyl pentafl... 13.87 9.2 ng 237461 5 14.07 516304 20.0
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