LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF030618\

Data File : BF103453.D

Aca On : 6 Mar 2018 14:04 Instrument :
Operator : SJ/JU ?:'l\:gﬁ't:Sam ol
3?22'6 i J1761-01 TRomomm&B
ALS Vial : 9 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 2.116 3 5 15 rVB 150462 175208 5.90% 0.615%
2 5.104 510 513 527 rVB 49743 75345 2.54% 0.264%
3 5.498 576 580 609 rBY 2011625 2881365 97.08% 10.114%
4 6.510 749 752 771 rBVY 2055444 2883846 97.17% 10.123%
5 6.645 771 775 786 rVV 2549294 2686838 90.53% 9.431%
6 6.869 810 813 830 rBV 743118 807087 27.19% 2.833%
7 7.028 836 840 856 rBVY 2088995 2090603 70.44% 7.338%
8 7.439 906 910 925 rBVY 1536391 1834933 61.82% 6.441%
9 8.157 1028 1032 1050 rVB 891368 1091810 36.79% 3.832%
10 9.092 1188 1191 1196 rVB 171689 153554 5.17% 0.539%
11 9.227 1207 1214 1223 rBvV 2837691 2967970 100.00% 10.418%
12 9.292 1223 1225 1228 rvVvv2 35837 41091 1.38% 0.144%
13 9.333 1228 1232 1236 rVV 49786 51101 1.72% 0.179%
14 9.392 1239 1242 1250 rVvVv 52628 83145 2.80% 0.292%
15 9.622 1276 1281 1284 rBV 120740 149845 5.05% 0.526%
16 9.645 1284 1285 1292 rVV 56690 42876 1.44% 0.150%
17 9.704 1292 1295 1302 rVB4 30069 43383 1.46% 0.152%
18 9.910 1327 1330 1339 rVB 981802 998764 33.65% 3.506%
19 10.298 1393 1396 1398 rBvV 75896 62348 2.10% 0.219%
20 10.322 1398 1400 1404 rVB 64625 51964 1.75% 0.182%
21 10.545 1432 1438 1440 rBV2 39861 51298 1.73% 0.180%
22 10.710 1462 1466 1479 rBVY 1323264 1530142 51.56% 5.371%
23 10.810 1479 1483 1486 rVvV 65618 77267 2.60% 0.271%
24 10.904 1495 1499 1503 rBV 44850 43570 1.47% 0.153%
25 11.245 1555 1557 1559 rBV 34772 33576 1.13% 0.118%
26 11.274 1559 1562 1568 rVB2 56024 66740 2.25% 0.234%
27 11.339 1569 1573 1577 rVB3 61390 61891 2.09% 0.217%

28 11.410 1581 1585 1588 rBV 817207 823698 27.75% 2.891%
29 11.551 1606 1609 1613 rBV 196867 162177 5.46% 0.569%
30 11.610 1615 1619 1624 rBvV4 34418 63948 2.15% 0.224%

31 11.674 1627 1630 1632 rBV 44488 32598 1.10% 0.114%
32 11.774 1644 1647 1651 rBV2 341633 276311 9.31% 0.970%
33 11.916 1668 1671 1674 rBV2 124897 134464 4_.53% 0.472%
34 11.951 1674 1677 1682 rVB 732815 633646 21.35% 2.224%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF030618\

Data File : BF103453.D

Aca On : 6 Mar 2018 14:04 Instrument :
Operator : SJ/JU gﬁgiéamlem'
3?22'6 i J1761-01 TRomomm&B
ALS Vial : 9 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
35 12.080 1696 1699 1702 rBV 45479 37366 1.26% 0.131%
36 12.192 1715 1718 1722 rVB 58270 47269 1.59% 0.166%

37 12.463 1761 1764 1766 rBV 666926 641589 21.62% 2.252%
38 12.486 1766 1768 1777 rVB 688756 606503 20.43% 2.129%
39 12.568 1777 1782 1788 rBV 142603 150790 5.08% 0.529%

40 12.627 1790 1792 1797 rVB 37167 42408 1.43% 0.149%
41 12.710 1804 1806 1814 rBVS8 18168 40763 1.37% 0.143%
42 12.792 1817 1820 1826 rVB3 55983 63399 2.14% 0.223%

43 12.845 1826 1829 1831 rBV 114463 105233 3.55% 0.369%
44 12.992 1849 1854 1857 rBV 1921037 1811139 61.02% 6.357%
45 13.198 1886 1889 1892 rVB 133898 130609 4._.40% 0.458%

46 13.545 1945 1948 1952 rVV 123640 113311 3.82% 0.398%
47 13.880 2002 2005 2011 rBV 196363 223015 7.51% 0.783%

48 14.027 2027 2030 2033 rBVY 43303 48153 1.62% 0.169%
49 14.080 2035 2039 2046 rVB 634914 720981 24.29% 2.531%
50 14.210 2059 2061 2066 rVB2 74709 72869 2.46% 0.256%

51 15.604 2295 2298 2304 rVB 349221 469613 15.82% 1.648%

Sum of corrected areas: 28489412
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF030618\

Data File : BF103453.D

Aca On : 6 Mar 2018 14:04

Operator : SJ/JU

ﬁ?ggle i J1761-01 TR-04-0302018
ALS Vial : 9 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

Abundance TIC: BF103453.D

6.65
2500000

550 6.51 7.03

2000000

7.44
1500000

1000000
6.87

500000
12

5.10
ot e e Sy

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF103453.D
9{23

2500000

12.99
2000000

1500000 1071

1000000 8.16 991

500000
13.20 13.54

j?_g) %@9 %&950 WA 10 551018190

O e e e S e e e

Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF103453.D

2500000
2000000
1500000
1000000 14.08

500000

e

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF030618\

Data File : BF103453.D

Aca On : 6 Mar 2018 14:04

Operator : SJ/JU

ﬁ?ggle i J1761-01 TR-04-0302018
ALS Vial : 9 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 Butane, 2-methoxy-2-methyl- Concentration Rank 7

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

2.12 4.34 ng 175208 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 59
2 Silane. ethvltrimethvl- 102 C5H14Si 003439-38-1 33
3 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 17
4 Borane. dimethoxv- 74 C2H7BO2 004542-61-4 12
5 1-Propene-1-thiol 74 C3H6S 000925-89-3 9

Abundance Scan 6 (2.122 min): BF103453.D (-3) (-) m/z 73.00 100.00%
3
5000
43 87
> 1220 230 240 250
79 : : : :
..,....,....,..3.6.';'.:'..,..|.'.,....,|....-,....,....,....,. m/z 87.05 31.54%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 HRNURESE R U LU
43 55 2.20 2.30 2.40 2.50
- 87 m/z 43.00 30.65%
ek B e e er o
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
73
1220 230 240 250
5000 59 m/z 55.00 19.53%
87
43
29 53 67 102
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8379: 3-Pentanol, 2,4-dimethyl- A REEEE e s o o
73 2.20 2.30 2.40 2.50
m/z 71.00 14 .96%
5000 55
43
s Aol Loel e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 2.20 2.30 2.40 2.50
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF030618\

Data File : BF103453.D

Aca On : 6 Mar 2018 14:04

Operator : SJ/JU

ﬁ?ggle i J1761-01 TR-04-0302018
ALS Vial : 9 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 2 unknown6.65 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.65 66 .58 ng 2686840 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-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
Abundance Scan 776 (6.651 min): BF103453.D (-771) (-) m/z 132.00 100.00%
132
5000 68 A\
0 4954 o || 5 g T 04 g " 640 6.60 6.80 7.00
”.W.H:W.”,H.w.”.“J”,”.w.”.“w”,”.w.”.ph”,” m/z 67.95 38.27%

m/z--> 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 33.20%
31 38 4, 51
S o ST PRI A | N N
m/z--> 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 25.45%
41 53 97
79 117
34 61 89 103110 | 124
IR I oo o B e RN RS S s s
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine

132 6.40 6.60 6.80 7.00
m/z 69.00 14 .80%

5000
33 44 o g7 105
78

m/z--> 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\HPCHEMI\BNA F\DATA\BF030618\

Data File : BF103453.D

Aca On : 6 Mar 2018 14:04

Operator : SJ/JU

ﬁ?ggle i J1761-01 TR-04-0302018
ALS Vial : 9 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 Propanoic acid, 2-methyl-, ... Concentration Rank 12

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

9.09 3.07 ng 153554 Acenaphthene-d10 9.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2-methvl-. 2.2-d... 216 C12H2403 074367-33-2 91
2 2.2.4-Trimethvl-1.3-pentanediol ... 286 C16H3004 006846-50-0 53
3 Propanoic acid. 2-methvl-. 2-met... 144 C8H1602 000097-85-8 50
4 3-Hexanone. 2.5-dimethvl-4-nitro- 173 C8H15N03 059906-54-6 43
5 Butanoic acid, l-methylpropyl ester 144 C8H1602 000819-97-6 42

Abundance Scan 1191 (9.092 min): BF103453.D (-1188) (-) m/z 71.00 100.00%
43 s
5000
83
98
|‘| Y |I | | 111 197143 173 8.80 9.00 9.20 9.40
.”,”.ww”.“..,”.w.”.“.”,“.w.”.“.” P m/z 43.00 79.08%
m/z--> 20 40 80 100 120 140 160 180 200 220 240
Abundance #74090: Propanou: acid, 2-methyl-, 2,2-dimethyl-1-(2-hydro...
71
43
5000 U RS AN SRR AR
56 8.80 9.00 9.20 9.40

m/z 56.00 31.43%

98
\‘H H L “ | 111 143 173

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
71
L o LR e
43 8.80 9.00 9.20 9.40
5000 m/z 83.00 25.97%
56
27 83 og
111 997 143 159173185198 215 243
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #21030: Propanoic acid, 2-methyl-, 2-methylpropyl ester R RS mm s o e
43 7 8.80 9.00 9.20 9.40
m/z 41.00 23.90%
5000 56
29 89
15 || | 101494 159
,,, T T T e T R EEREE S ey
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF030618\

Data File : BF103453.D

Aca On : 6 Mar 2018 14:04

Operator : SJ/JU

ﬁ?ggle i J1761-01 TR-04-0302018
ALS Vial : 9 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 Phthalic acid, 8-chloroocty... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.55 3.94 ng 162177 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. 8-chlorooctvl iso... 368 C20H29CI04 1000356-85-8 83
2 Phthalic acid. hept-4-vl isobutv... 320 C19H2804 1000356-78-3 83
3 1.2-Benzenedicarboxvlic acid. bu... 334 C20H3004 000085-69-8 83
4 Phthalic acid. isobutvl 4-methvl... 334 C20H3004 1000377-93-8 78
5 1,2-Benzenedicarboxylic acid, bi... 250 C14H1804 000605-45-8 78
Abundance Scan 1609 (11.551 min): BF103453.D (-1606) (-) m/z 148.95 100.00%
149
5000
57
41 1150 1140 1160 1180
76 104 167 293 11.20 11.40 11.60 11.80
etk e 89205 2 e M/Z 57.00  28.11%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #195329: Phthalic acid, 8-chlorooctyl isobutyl ester
149
5000 LR DAL DAL B B
11.20 11.40 11.60 11.80
m/z 41.00 12.40%
41 57 76 104121 | 167 205 223 295 313
miz-> 20 40 60 80 160 120 140 160 180 200 220 240 260 280 300
Abundance
149
11.20 11.40 1160 11.80
5000 m/z 150.00 9.58%
41 57 76 104121 167 20522
wwwwmmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #172656: 1,2-Benzenedicarboxylic acid, butyl 2-ethylhexyl ... R e
149 11.20 11.40 11.60 11.80
m/z 104.00 7.51%
5000
41 70 223
Ly |85 104121 | 167 295 [ 261279
miz-> 20 40 60 80 160 150 140 160 180 200 220 240 260 280 300 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF030618\

Data File : BF103453.D

Aca On : 6 Mar 2018 14:04

Operator : SJ/JU

ﬁ?ggle i J1761-01 TR-04-0302018
ALS Vial : 9 Sample Multiplier: 1

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

Quant Method
Quant Title

C:\DATABASENNIST11.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 Hexadecanoic acid, methyl e... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.77 6.71 ng 276311 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 94
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 90
3 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 80
4 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 80
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 80
Abundance Scan 1646 (11.769 min): BF103453.D (-1644) (-) m/z 105.00 100.00%
105
74
5000
43
1 143 11.40 11.60 11.80 12.00
129 227
...,....,‘...Th.-.'. bbbl 268, 280099 2 A m/z 74.00 75.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #119405: Hexadecanoic acid, methy! ester
74
5000 L UL UL BN BN
43 11.40 11. 60 11.80 12.00
29 7 m/z 87.00 51.45%
14 \‘ “\ ‘T\‘\ \\‘ 88 11512\9 \ 157171185 213227241 270
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
74
11.40 11.60 11.80 12.00
5000 43 m/z 43.00 34 .26%
29 57
97111 1291357171185 213227047 270
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131317: Hexadecanoic acid, 15-methyl-, methyl ester A e e R o
74 11.40 11.60 11.80 12.00
m/z 41.00 29 .55%
5000 43
7
29 97 143
Tl \w N 129 | 157171 199213227241255 285
m/z--> 20 Jo 60 85 160 150 140 160 180 200 220 240 260 280 1140 11.60 11.80 12.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF030618\

Data File : BF103453.D

Aca On : 6 Mar 2018 14:04

Operator : SJ/JU

ﬁ?ggle i J1761-01 TR-04-0302018
ALS Vial : 9 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 9,12-Octadecadienoic acid, ... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

12.46 15.58 ng 641589 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002462-85-3 99
2 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 99
3 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
4 12.15-Octadecadienoic acid. meth... 294 C19H3402 057156-97-5 95
5 9,12-0Octadecadienoic acid (Z,2)- 280 C18H3202 000060-33-3 95

Abundance Scan 1764 (12.463 min): BF103453.D (-1761) (-) m/z 66.95 100.00%

g7
5000

135150

12.20 12.40 12.60 12.80
m/z 81.00 83.54%

178 206221 263 204

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139708: 9,12-Octadecadienoic acid, methyl ester
67
41

12.20 12,40 12.60 12.80
m/z 55.00 74.22%

5000

135150

178 203 263579294

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
67
o Rt AR R
a1 o5 12.20 12.40 12.60 12.80
5000 m/z 41.00 55.83%
1o 294
15 135150 178 106 220 237 263
mmmmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)- L B e e
4 67 12.20 12.40 12.60 12.80
m/z 95.00 54.78%
5000 95

.

110 294
T‘A " 135150 178195 220 237 263 |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 20 12. 40 12. 60 12. 80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF030618\

Data File : BF103453.D

Aca On : 6 Mar 2018 14:04

Operator : SJ/JU

ﬁ?ggle i J1761-01 TR-04-0302018
ALS Vial : 9 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 9-Octadecenoic acid (Z)-, m... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.49 14.73 ng 606503 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 91
2 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 91
3 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 91
4 10-Octadecenoic acid. methvl ester 296 C19H3602 013481-95-3 90
5 trans-13-Octadecenoic acid, meth... 296 C19H3602 1000333-61-3 86
Abundance Scan 1769 (12.492 min): BF103453.D (-1766) (-) m/z 55.00 100.00%
55 74
97
5000
264
3 | I ‘ [ 13130 166180 Loy 222, 1220 12.40 12.60 12.80
LSRRI L TN m/z 74.00 89.99%

1l
BRREamER i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #141302: 9-Octadecenoic acid (2)-, methyl ester
55

69

12.20 12.40 12.60 12.80
m/z 69.00 69.32%

5000

111

222 26

10101 166180 236

207 4578 296

m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
69 SRR BN BN B
12.20 12.40 12.60 12.80
5000 87 m/z 87.00 61.35%
29 ” - 264
125 152 180 ,57%%p36 278 296

mmmmmmmm@m
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141287: 14-Octadecenoic acid, methyl ester

-

12.20 12.40 12.60 12.80
m/z 97.00 61.09%

5000

:

I T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF030618\

Data File : BF103453.D

Aca On : 6 Mar 2018 14:04

Operator : SJ/JU

ﬁ?ggle i J1761-01 TR-04-0302018
ALS Vial : 9 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 9 Pentadecanoic acid, 14-meth... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.57 3.66 ng 150790 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 91
2 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 91
3 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 90
4 Tridecanoic acid. 12-methvl-. me... 242 C15H3002 005129-58-8 87
5 Methyl 11-methyl-dodecanoate 228 C14H2802 1000336-45-1 86
Abundance Scan 1782 (12.568 min): BF103453.D (-1777) (-) m/z 74.00 100.00%
7
5000 43
7 143 UV SRR U

97 12.20 12.40 12.60 12.80
115129 | 157171185199213757241255269
,....',...!|~|,..'..,-':'.l..'-,...-.,....,|.... e 2212l 29 "m/z 87.00  72.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
74

5000 43
12.20 12.40 12.60 12.80

7 m/z 43.00 39.64%
197111 129 ‘3157171185199213227241 270

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance
74
s A
12.20 12.40 12.60 12.80
5000 43 m/z 55.00 33.22%
57
29 143
97111 1297°157171185199213227241255 285
mmmwwmwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #119408: Hexadecanoic acid, methyl ester T T
74 12. 20 12. 40 12 60 12. 80

m/z 41.00 27 .43%

5000
43
7 143

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 20 12. 40 12 60 12. 80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF030618\

Data File : BF103453.D

Aca On : 6 Mar 2018 14:04

Operator : SJ/JU

ﬁ?ggle i J1761-01 TR-04-0302018
ALS Vial : 9 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 10 Hexadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

12.84 2.92 ng 105233 Chrysene-di12 14.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Dodecane. l1-i1odo- 296 C12H25l1 004292-19-7 80
3 Heptadecane 240 C17H36 000629-78-7 80
4 Tetradecane 198 C14H30 000629-59-4 74
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 72

Abundance Scan 1828 (12.839 min): BF103453.D (-1826) (-) m/z 57.00 100.00%

57
43 71

5000

12.60 12.80 13.00 13.20
m/z 71.00 65.90%

%9 113 127 141 155 160 183 203 218

yll L
B REER SRR R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83025: Hexadecane
57

5000 l LA
12:60 12.80 13.00 13.20

29 8 m/z 43.00  62.50%
‘ L L “ 99 113 127 141 155 169 183 197 226

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance

57

71 B o
12.60 12.80 13.00 13.20

43 85 m/z 85.00 43.75%

5000

99
29 113 127 141 1°° 169 183 107

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #94345: Heptadecane S E R EREEE e
57 12.60 12.80 13.00 13.20
43 m/z 41.00 30.66%
71
5000 85
29 99

ol L) MR 127 141 155 169187 196 220 240

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.60 12. 80 13. 00 13 20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF030618\

Data File : BF103453.D

Aca On : 6 Mar 2018 14:04

Operator : SJ/JU

ﬁ?ggle i J1761-01 TR-04-0302018
ALS Vial : 9 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 11 Tridecane, l-iodo- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.20 3.62 ng 130609 Chrysene-di12 14.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 1-iodo- 310 C13H271 035599-77-0 83
2 Nonadecane 268 C19H40 000629-92-5 72
3 Sulfurous acid. 2-ethvlhexvl iso... 278 C14H3003S 1000309-19-0 64
4 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 64
5 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 50
Abundance Scan 1889 (13.198 min): BF103453.D (-1886) (-) m/z 57.00 100.00%
57
5000 85
4 e
113 12.80 13.00 13.20 13.40 13.60
141
,....,\...|,..':.,1:-...-|,...'.,.-...,-....1.?.9.1??.?0.1.?.”.?.3?.... 30 Tm/z 43.00  61.46%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #152416: Tridecane, 1-iodo-
57
5000 85 TT T T[T T T T [T T T T[T T TT[TT
4 12. 80 13. OO 13 20 13. 40 13 60
183 m/z 71.00 61.15%
2 ‘m I 13158 155 310
A a R B e B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
R o BN I e
12.80 13.00 13.20 13.40 13.60
5000 85 m/z 85.00 43 .58%
41
2 13 141 169 197 225040 268
mﬁmwﬁmmmwmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #125661: Sulfurous acid, 2-ethylhexyl isohexy! ester N EE e e
57 12.80 13.00 13.20 13.40 13.60
m/z 41.00 25.75%
85
5000
4
‘ 113
2 S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 80 13. OO 13 20 13. 40 13 60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030618\
Data File : BF103453.D

Aca On : 6 Mar 2018 14:04

Operator : SJ/JU

Sample : J1761-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

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

Quant Method
Quant Title

C:\DATABASENNIST11.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 12 Heptadecane Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
13.54 3.14 ng 113311 Chrysene-di12 14.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Octacosane 394 C28H58 000630-02-4 87
3 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 87
4 Heneicosane 296 C21H44 000629-94-7 83
5 Pentadecane 212 C15H32 000629-62-9 83

Abundance Scan 1947 (13.539 min): BF103453.D (-1945) (-) m/z 57.00 100.00%
g7
5000 a5
113 140 170 198 227 300 13.20 13.40 13.60 13.80
|, I 7,240 170 198 227 oes 300 m/z 71.00 63.95%
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57
85
5000 AR SRR SRR RN
13.20 13.40 13.60 13.80
29 m/z 43.00 59.05%
| L [ Al% 141‘169 197 240
m/z--> 50 100 150 200 250 300 350 '
Abundance
57
13.20 13.40 13.60 13.80
5000 g5 m/z 85.00 35.73%
29 113
141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 '
Abundance #94356: Tetradecane, 2,6,10-trimethyl- e
57 13.20 13.40 13.60 13.80
m/z 55.00 29.83%
5000 85
113 155
B O - e S
m/z--> 50 100 150 200 250 300 350 13.20 13.40 13.60 13.80

8270-BF022218_.M Wed Mar 07 13:16:48 2018
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF030618\

Data File : BF103453.D

Aca On : 6 Mar 2018 14:04

Operator : SJ/JU

ﬁ?ggle i J1761-01 TR-04-0302018
ALS Vial : 9 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 13 Dotriacontyl pentafluoropro... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.88 6.19 ng 223015 Chrysene-di12 14.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dotriacontvl pentafluoropropionate 612 C35H65F502 1000351-81-4 91
2 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 91
3 Undecane 156 C11H24 001120-21-4 83
4 1-Dodecanol. 2-hexvl- 270 C18H380 110225-00-8 83
5 Oxalic acid, isobutyl pentadecyl... 356 C21H4004 1000309-38-0 74
Abundance Scan 2005 (13.880 min): BF103453.D (-2002) (-) m/z 57.00 100.00%
57
5000 97
1}40174 226 261 295 13.60 13.80 14.00 14.20

b S e || Mz 43,00 84.12%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #241397: Dotriacontyl pentafluoropropionate
57
97
5000 LA L L L L L L LB
13 60 13. 80 14. OO 14 20
m/z 71.00 55.52%
27 ‘“ u“m$ 181 222 264 320 362 404 448 493 594
e ; R e B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57

13.60 13.80 14.00 14.20
5000 97 m/z 55.00 49 _.58%

27 139 182 504 280 /NNAALHM~VWNMA\du“m~qﬂwmww
o o —

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #28424: Undecane L B
57 13 60 13. 80 14. OO 14. 20

m/z 83.00 44 .54%

- ‘f/\/v‘_‘rf\\_/w
21 Jgs 156

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 13 60 13. 80 14. OO 14 20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030618\
Data File : BF103453.D

Aca On : 6 Mar 2018 14:04

Operator : SJ/JU

Sample : J1761-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

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

Quant Method
Quant Title

C:\DATABASENNIST11.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 14 Hexacosane Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
14.21 2.02 ng 72869 Chrysene-di12 14.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 87
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 86
3 2-methvloctacosane 408 C29H60 1000376-72-8 86
4 Octacosane 394 C28H58 000630-02-4 86
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 86

Abundance Scan 2061 (14.210 min): BF103453.D (-2059) (-) m/z 57.00 100.00%
57
85
5000
113 13.80 14.00 14.20 14.40 14.60
141 183 224 258279299
b T aea188 205788 298219299 826 Tm/z 71.00  71.450%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 AR AR BRI DU B
Bmmmmmmmmm
m/z 43.00 60.78%
2\9“‘ h LL | ‘\34 141 169 197 225 253 295 323 367
m/z--> 55 100 1éo 260 2éo 300 3éo
Abundance
57
13.80 14.00 14.20 14.40 14.60
5000 85 m/z 85.00 56.87%
38 13 141 169 197 239 47 294 323 352
m/z--> 55 160 150 260 2éo 360 3éo
Abundance #215181: 2-methyloctacosane T
57 13.80 14.00 14.20 14.40 14.60
m/z 55.00 29.42%
5000 85
2?& I ‘ ”113 1§1 169 197 225 267 295 365 393
m/z--> 5'0 100 150 2(')0 2éo 3(')0 3&'30 ' 13. 80 14. oo 14 20 14. 40 14 60
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF030618\

Data File : BF103453.D

Acq On : 6 Mar 2018 14:04

Operator : SJ/JU

3?22'6 i J1761-01 TR-04-0302018
ALS Vial : 9 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]
Butane, 2-methoxy... 2.12 4.3 ng 175208 1 6.87 807087 20.0
unknown6 .65 6.65 66.6 ng 2686840 1 6.87 807087 20.0
Propanoic acid, 2... 9.09 3.1 ng 153554 3 9.91 998764 20.0
Phthalic acid, 8-... 11.55 3.9 ng 162177 4 11.41 823698 20.0
Hexadecanoic acid... 11.77 6.7 ng 276311 4 11.41 823698 20.0
9,12-Octadecadien... 12.46 15.6 ng 641589 4 11.41 823698 20.0
9-Octadecenoic ac... 12.49 14.7 ng 606503 4 11.41 823698 20.0
Pentadecanoic aci... 12.57 3.7 ng 150790 4 11.41 823698 20.0
Hexadecane 12.84 2.9 ng 105233 5 14.08 720981 20.0
Tridecane, l1l-iodo- 13.20 3.6 ng 130609 5 14.08 720981 20.0
Heptadecane 13.54 3.1 ng 113311 5 14.08 720981 20.0
Dotriacontyl pent... 13.88 6.2 ng 223015 5 14.08 720981 20.0
Hexacosane 14.21 2.0 ng 72869 5 14.08 720981 20.0
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