LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF030518\

Data File : BF103439.D

Aca On 6 Mar 2018 4:-50 Instrument :
Operator : SJ/JU ?:'l\:gﬁ't:Sam ol
3?22'6 i J1761-01 TRomomm&B
ALS Vial : 27 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 12 rVB 156375 182352 5.97% 0.681%
2 5.104 510 513 526 rBV 47250 71676 2.35% 0.268%
3 5.504 577 581 608 rBY 1889881 2893357 94.78% 10.811%
4 6.516 749 753 771 rBV 2206262 3052611 100.00% 11.407%
5 6.645 771 775 786 rVV 2486889 2718501 89.05% 10.158%
6 6.875 810 814 830 rVB 708467 813920 26.66% 3.041%
7 7.028 836 840 856 rBY 2108951 2084677 68.29% 7.790%
8 7.439 906 910 925 rBVY 1506765 1667767 54.63% 6.232%
9 8.157 1028 1032 1050 rVB 905860 993675 32.55% 3.713%
10 9.092 1188 1191 1197 rBV 167649 142682 4.67% 0.533%
11 9.228 1211 1214 1224 rVB 2746815 2560539 83.88% 9.568%
12 9.333 1229 1232 1237 rBvV 46542 43093 1.41% 0.161%
13 9.392 1239 1242 1250 rVB 49899 71723 2.35% 0.268%
14 9.622 1277 1281 1284 rBV2 124316 140750 4.61% 0.526%
15 9.645 1284 1285 1292 rVB4 33783 35701 1.17% 0.133%
16 9.704 1292 1295 1300 rBB3 31751 41967 1.37% 0.157%
17 9.916 1326 1331 1342 rVB 991672 989874 32.43% 3.699%
18 10.298 1394 1396 1398 rBvV 68200 57569 1.89% 0.215%
19 10.322 1398 1400 1404 rvB2 58748 53526 1.75% 0.200%
20 10.545 1433 1438 1441 rBV2 37763 48957 1.60% 0.183%
21 10.710 1462 1466 1475 rBV 1182953 1269106 41.57% 4.742%
22 10.810 1479 1483 1487 rVV 63763 78019 2.56% 0.292%
23 10.904 1496 1499 1503 rVB 38405 35056 1.15% 0.131%
24 11.251 1555 1558 1560 rBV 32041 33643 1.10% 0.126%
25 11.280 1560 1563 1570 rVB2 47937 58464 1.92% 0.218%
26 11.339 1570 1573 1578 rBV3 57906 61934 2.03% 0.231%

27 11.410 1581 1585 1589 rBV 836981 814887 26.69% 3.045%
28 11.557 1607 1610 1613 rBV 193788 161975 5.31% 0.605%

29 11.616 1615 1620 1626 rBv4 31132 71449 2.34% 0.267%
30 11.674 1627 1630 1632 rBV 36991 31436 1.03% 0.117%
31 11.780 1644 1648 1651 rVB2 281819 238303 7.81% 0.890%
32 11.916 1668 1671 1674 rBV3 53188 58056 1.90% 0.217%
33 11.957 1674 1678 1681 rVB 614145 547394 17.93% 2.045%
34 12.027 1687 1690 1693 rBV2 31590 32109 1.05% 0.120%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF030518\

Data File : BF103439.D

Aca On 6 Mar 2018 4:-50 Instrument :
Operator : SJ/JU gmgigamleM'
3?22'6 i J1761-01 TRomomm&B
ALS Vial : 27 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 12.192 1715 1718 1721 rBV 51845 46498 1.52% 0.174%

36 12.469 1761 1765 1766 rBV 632954 542634 17.78% 2.028%
37 12.486 1766 1768 1776 rVB 612751 573926 18.80% 2.145%
38 12.574 1778 1783 1788 rBV 112345 114452 3.75% 0.428%

39 12.633 1790 1793 1796 rVB 27832 30608 1.00% 0.114%
40 12.792 1818 1820 1826 rVB3 28319 36888 1.21% 0.138%
41 12.845 1826 1829 1831 rBV 107702 91965 3.01% 0.344%

42 12.992 1850 1854 1858 rBV 1746984 1719691 56.34% 6.426%
43 13.204 1887 1890 1893 rVB 139321 120905 3.96% 0.452%
44 13.427 1925 1928 1930 rBV3 29551 33250 1.09% 0.124%
45 13.545 1945 1948 1953 rVB 126164 108292 3.55% 0.405%

46 13.874 2001 2004 2012 rBV 197123 221641 7.26% 0.828%
47 14.068 2033 2037 2045 rVB 523060 567472 18.59% 2.120%

48 14.198 2056 2059 2062 rBVY 59840 65656 2.15% 0.245%
49 15.580 2291 2294 2301 rVB2 259228 331398 10.86% 1.238%

Sum of corrected areas: 26762024
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF030518\

Data File : BF103439.D

Aca On 6 Mar 2018 4:50

Operator : SJ/JU

ﬁ?ggle i J1761-01 TR-04-0302018
ALS Vial : 27 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

Abundance TIC: BF103439.D

2500000 6.6

6.52
7.03

2000000 5.50

1500000 f.44

1000000

6.87

500000
12

5.10
0 L e e e e e e B LA o s e e e e s e e e o e LI s e e IS s s s mt s

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: BF103439.D
9({23

2500000
2000000 12.99

1500000
10.71
9.92

9.09
9339 %\%?go mhlﬂiﬂlo.ss 018190

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: BF103439.D

1000000 8.16

500000

13.54
13.20 134

2500000

2000000

1500000

1000000
14.07
15.58

500000{ 13.87 14.20

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\HPCHEM1\BNA F\DATA\BF030518\
Data File : BF103439.D

Aca On : 6 Mar 2018 4:50

Operator : SJ/JU

Sample : J1761-01

Misc :

ALS Vial : 27 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_.48 ng 182352 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 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 37
4 Silane. ethvltrimethvl- 102 C5H14Si 003439-38-1 33
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 16

Abundance Scan 6 (2.122 min): BF103439.D (-3) (-) m/z 73.00 100.00%
R
5000
3 a7
2.20 2.30 2.40 2.50
S 1 O N T m/z 43.00 34.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 HRNURRSE U U LU
43 2.20 2.30 2.40 2.50
55 87 m/z 55.00 28.25%
29
'“I”'W'“'P'“I”'W'”'P'“I”'?q'”l“'W'”'P'”I'”'P'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 IRARSE RSN AN AR
2.20 2.30 2.40 2.50
5000 a1 55 m/z 87.05 24 .73%
29
65 80 97 112 129
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8392: 3-Pentanol, 2,4—dimethy|— LI L L L L L L LB L I}
73 2.20 2.30 2.40 2.50
m/z 41.00 12.56%
5000 55 /\\AMNAANMAF&V¢¢%—~WMNWV
43
27
”'I'%é'l"”I""I""I'”'I§?"I”"Igg"l"g%""l}éﬁl""l"” HRNURRSE U U LU
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50

8270-BF022218 .M Tue Mar 06 10:47:58 2018

[TR-04-0302018

Page: 4



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF030518\

Data File : BF103439.D

Aca On 6 Mar 2018 4:50

Operator : SJ/JU

ﬁ?ggle i J1761-01 TR-04-0302018
ALS Vial : 27 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 66.80 ng 2718500 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 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-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): BF103439.D (-771) (-) m/z 132.00 100.00%
132
5000 68 A\
40 | 75 % ‘ " 640 6.60 6.80 7.00
103 : : :
..,....,....,...:I'!.‘.‘?,:'..??:.n.'....,..5??,..!.,.':..,.1.1.5.,....,-'...,.. m/z 68.00 39.34%
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 33.04%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
" 640 6.60 6.80 7.00
5000 m/z 65.95 26 .86%
33 44 g7 105
51 60 7078 g4 115
wwmmwmmm
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 15.62%
5000
104
66
14 27 37445158 P 77 g9 97 || 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF030518\

Data File : BF103439.D

Aca On 6 Mar 2018 4:50

Operator : SJ/JU

ﬁ?ggle i J1761-01 TR-04-0302018
ALS Vial : 27 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 2.88 ng 142682 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2-methvl-. 2.2-d... 216 C12H2403 074367-33-2 90
2 2.2.4-Trimethvl-1.3-pentanediol ... 286 C16H3004 006846-50-0 64
3 Propanoic acid. 2-methvl-. 2-met... 144 C8H1602 000097-85-8 50
4 1-Hexadecen-3-ol. 3.5.11.15-tetr... 296 C20H400 1000262-55-5 43
5 Isophytol 296 C20H400 000505-32-8 43

Abundance Scan 1191 (9.092 min): BF103439.D (-1188) (-) m/z 71.00 100.00%
43 1
5000
56 a3

98
8.80 9.00 9.20 9.40
| 111 143 173
...,....',-.'..|.|,..'|.,.'.|..'|,....,.1.2.9.,....,....,.... e || M7z 42.95  81.94%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74090: Propanoic acid, 2-methyl-, 2,2-dimethyl-1-(2-hydro...
71
43
5000 IIIIIIIIIIIIIIIIIIIIIII
56 8.80 9.00 9.20 9.40

m/z 55.95 33.06%

98
\‘H H L “ | 111 143 173

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
71
43 8.80 9.00 9.20 9.40
5000 m/z 83.00 26.12%
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 e e e e e
43 7 8.80 9.00 9.20 9.40
m/z 41.00 23.55%
5000 56
29 89
15 || | 101494 159
,,, T T T e T R RAEEEEE s e
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\BF030518\

Data File : BF103439.D

Aca On 6 Mar 2018 4:50

Operator : SJ/JU

ﬁ?ggle i J1761-01 TR-04-0302018
ALS Vial : 27 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 1,2-Benzenedicarboxylic aci... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.56 3.98 ng 161975 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Benzenedicarboxvlic acid. bu... 334 C20H3004 000085-69-8 83
2 Phthalic acid. 2.4-dimethvlpent-... 306 C18H2604 1000356-84-2 78
3 Phthalic acid. butvl 4-octvl ester 334 C20H3004 1000314-83-8 78
4 1.2-Benzenedicarboxvlic acid. bi... 278 C16H2204 000084-69-5 78
5 Phthalic acid, isobutyl propyl e... 264 C15H2004 1000308-97-1 78
Abundance Scan 1611 (11.563 min): BF103439.D (-1607) (-) m/z 149.00 100.00%
149
5000
a7l s 10 1156 1140 1160 1080 "
76 223 : : : :
el et e e 2O | M/Z 57.00  21.87%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #172656: 1,2-Benzenedicarboxylic acid, butyl 2-ethylhexyl ...
149
5000 LR DRI DU BUMRLE B
11.20 11.40 11.60 11.80
m/z 41.00 10.03%

41 70 223
e S MR 121135 | d67 205 | 261 279
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
149

1120 11,40 1160 1180
5000 m/z 149.90 7.78%

191

43 57 83 104121135 | 164 209

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #172458: Phthalic acid, butyl 4-octyl ester  REaa e AR
149 11.20 11.40 11.60 11.80

m/z 103.90 6.93%

5000
205 223
27 41 57 83 104121 | ]
R R

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 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\BF030518\

Data File : BF103439.D

Aca On 6 Mar 2018 4:50

Operator : SJ/JU

ﬁ?ggle i J1761-01 TR-04-0302018
ALS Vial : 27 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 Pentadecanoic acid, 14-meth... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.78 5.85 ng 238303 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 83
2 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 83
3 Tridecanoic acid. 12-methvl-. me... 242 C15H3002 005129-58-8 83
4 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 80
5 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 80
Abundance Scan 1648 (11.780 min): BF103439.D (-1644) (-) m/z 74.00 100.00%
74
87
5000 43
VoLl e 227 11140 11,60 11,80 1200
129 171185199 - : - -
...,....,....||,....,J.!..','.|..=,..'..,|...1?7.... prpas 20 0 n/z 87.00  68.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
74
87
5000 43 R U SR UL R
11/40 11.60 11.80 12.00
29 7 m/z 43.00 35.76%
I \“m‘ 101715129 ‘3157171185199213227241 270
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240 260
Abundance
74
87 LN PRI AU SUNILE
11.40 11.60 11.80 12.00
5000 m/z 55.00 28.72%
43
57 143
15 29 101115129 | 15717118519913°% 241 270
mewwwwwm—m
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95898: Tridecanoic acid, 12-methyl-, methyl ester A B b
74 11.40 11.60 11.80 12.00
a7 m/z 41.00 24 .52%
5000

s 199
‘\ i 101115129 157171185 ‘ 213 242

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 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\BF030518\

Data File : BF103439.D

Aca On 6 Mar 2018 4:50

Operator : SJ/JU

ﬁ?ggle i J1761-01 TR-04-0302018
ALS Vial : 27 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 4
R.T. EstConc Area Relative to ISTD R.T.
12.47 13.32 ng 542634 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 99
2 9.15-Octadecadienoic acid. methyv... 294 C19H3402 017309-05-6 99
3 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 99
4 9.12-Octadecadienoic acid (Z.2)- 280 C18H3202 000060-33-3 95
5 2-Chloroethyl linoleate 342 C20H35CI02 025525-76-2 94
Abundance Scan 1765 (12.469 min): BF103439.D (-1761) (-) m/z 67.00 100.00%
67 ﬂ
5000
rrryrTTTTprTTT T T T T T T
135150 178 05903 263 94 12.20 12.40 12.60 12.80

m/z 81.00 90.91%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139726: 9,12-Octadecadienoic acid (Z,2)-, methyl ester
67

-

12!20 12.I40 12!60 12.I80
m/z 55.00 75.64%

5000

263 294

178 196 220237

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
a1 67
o LA B
12.20 12.40 12.60 12.80
5000 95 m/z 41.00 57.76%
110 294
135150  17g 195 220937 263

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139708: 9,12-Octadecadienoic acid, methy! ester R B e

12.20 12.40 12.60 12.80
m/z 95.00 57.22%

5000

:

135150

178 223 263 279294
R A EEEREEEE SRR
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\BF030518\

Data File : BF103439.D

Aca On 6 Mar 2018 4:50

Operator : SJ/JU

ﬁ?ggle i J1761-01 TR-04-0302018
ALS Vial : 27 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 10-Octadecenoic acid, methy... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.49 14.09 ng 573926 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10-Octadecenoic acid. methvl ester 296 C19H3602 013481-95-3 91
2 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 91
3 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 91
4 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 87
5 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 86

Abundance Scan 1769 (12.492 min): BF103439.D (-1766) (-) m/z 55.00 100.00%

55

74

5000 41

12.20 12.40 12.60 12.80
m/z 74.00 78.67%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141285: 10-Octadecenoic acid, methyl ester

12.20 12.40 12.60 12.80
264 m/z 69.00 71.12%

278 296

5000

222
137152 180 207 236

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
41 st
74 12.20 12.40 12.60 12.80
5000 m/z 87.00 62.26%
97
11 264
27 222
138152 180 507736 278 296
Wmmm@wmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141283: 15-Octadecenoic acid, methyl ester R
5 12.20 12.40 12.60 12.80
74 m/z 83.00 60.01%

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\BF030518\

Data File : BF103439.D

Aca On 6 Mar 2018 4:50

Operator : SJ/JU

ﬁ?ggle i J1761-01 TR-04-0302018
ALS Vial : 27 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 Methyl stearate Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.57 2.81 ng 114452 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 94
2 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 91
3 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 91
4 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 90
5 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 90

Abundance Scan 1782 (12.569 min): BF103439.D (-1778) (-) m/z 74.00 100.00%

!

5000

143 T e
161177 199 227 255 208 12.20 12.40 12.60 12.80

m/z 87.00 72 .90%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143128: Methyl stearate
74
5000 43 lllllllllllllllllll‘/l\l
12.20 12.40 12.60 12.80
0
% o 143 199 255 208 m/z 43.00 42 .60%
A0 I S - - AN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
74
o R
12.20 12.40 12.60 12.80
5000 m/z 55.00 30.29%
43 ko 143
27 10196 171185 13508 256
WTWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131300: Heptadecanoic acid, methy! ester T
74 12.20 12.40 12.60 12.80
m/z 41.00 26.98%
5000
43
‘ ‘ 97 143 185 241 284
27 | 8] s T 1 a3 "lase

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\BF030518\

Data File : BF103439.D

Aca On 6 Mar 2018 4:50

Operator : SJ/JU

ﬁ?ggle i J1761-01 TR-04-0302018
ALS Vial : 27 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 11
R.T. EstConc Area Relative to ISTD R.T.
12.85 3.24 ng 91965 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 87
2 Undecane. 2-methvl- 170 C12H26 007045-71-8 80
3 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 80
4 Dodecane. 2-methvl- 184 C13H28 001560-97-0 80
5 Heptadecane 240 C17H36 000629-78-7 80
Abundance Scan 1830 (12.851 min): BF103439.D (-1826) (-) m/z 57.00 100.00%
57
43 | 71
5000
127 141 155 202 559 12.60 12.80 13.00 13.20
S 181 m/z 71.00 71.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83024: Hexadecane
43 57
71
5000 LS SRR BRI B B
85 nmnmmmwm
29 m/z 43.00 65.95%
\‘ L s 141 155 169 183 226
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 200 250
Abundance
43 57
- " 1260 12.80 13.00 13.20
5000 g5 m/z 85.00 47 .10%
29
127
15 % 113 141 195 170
m/z--> ﬁo Jo éo 8b 160 120 150 160 180 260 250
Abundance #140552: Dodecane, 1-iodo- A B BREma R
57 12.60 12.80 13.00 13.20
71 m/z 41.00 24 .30%
5000 43 85
29 99
m/z--> ﬁo Jo éo 50 160 150 140 160 180 200 250 12%0 1280 1300 1320
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF030518\

Data File : BF103439.D

Aca On 6 Mar 2018 4:50

Operator : SJ/JU

ﬁ?ggle i J1761-01 TR-04-0302018
ALS Vial : 27 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 12 Heptadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.55 3.82 ng 108292 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 95
2 Tetracosane 338 C24H50 000646-31-1 83
3 Tridecane. l-iodo- 310 C13H271 035599-77-0 83
4 Heptacosane 380 C27H56 000593-49-7 83
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 80
Abundance Scan 1949 (13.551 min): BF103439.D (-1945) (-) m/z 57.00 100.00%
g7
5000 85
4 113 155 196 13.20 13.40 13.60 13.80
,,I Al Mo 332, 19512 190 226 253 285302 Tm/z 71.00  62.81%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 280 300 320 340
Abundance #94346: Heptadecane
57
85
5000 R A SRR RULEE B
13120 1340 13.60 13.80
29 m/z 43.00 55.46%
(" 1%3‘\141 169 197 240
m/z--> 2'0 4'0 60 80 100 120 140 1('30 180 200 220 240 260 280 300 320 340
Abundance
57
1320 1340 13.60 13.80
5000 P m/z 85.05 46.23%

29 113
141 169 197 225 253 281 309 338

B L L B L L N B R R RN LR R R R R RN R el
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #152416: Tridecane, 1-iodo- B B .
57 13.20 13.40 13.60 13.80
m/z 55.00 19.78%
5000 85
28
113 183
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13 20 13. 40 13 60 13. 80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF030518\

Data File : BF103439.D

Aca On 6 Mar 2018 4:50

Operator : SJ/JU

ﬁ?ggle i J1761-01 TR-04-0302018
ALS Vial : 27 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 Tetradecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.87 7.81 ng 221641 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Decane. 1.1"-oxvbis- 298 C20H420 002456-28-2 83
3 Hexadecane. l1-chloro- 260 C16H33ClI 004860-03-1 72
4 Oxalic acid. isobutyl tetradecvl... 342 C20H3804 1000309-37-9 68
5 Oxalic acid, isobutyl pentadecyl... 356 C21H4004 1000309-38-0 68
Abundance Scan 2003 (13.868 min): BF103439.D (-2001) (-) m/z 57.00 100.00%
57

5000

111 B M

12 247 m/z 43.00 81.69%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #59880: Tetradecane
57
5000 85 L L L B B B
4 13 60 13. 80 14. 00 14 20
m/z 55.00 56.77%
L -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
85 LA L L L L L LB
13.60 13.80 14.00 14.20
5000 41 m/z 71.00 49 .99%
12 140
15 155171 213 255
mmmm‘wwwwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #110906: Hexadecane, 1-chloro- AR EEEEEEEEE
57 13.60 13.80 14.00 14.20
m/z 83.00 47 .22%
4
5000 o
}L J‘ 4 147 175 203 231 260
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13 60 13. 80 14. 00 14 20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF030518\

Data File : BF103439.D

Aca On 6 Mar 2018 4:50

Operator : SJ/JU

ﬁ?ggle i J1761-01 TR-04-0302018
ALS Vial : 27 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 14 Tetratetracontane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.20 2.31 ng 65656 Chrysene-di12 14 .07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 74
2 Sulfurous acid. butvl dodecvl ester 306 C16H3403S 1000309-17-9 64
3 Tridecane. 6-methvl- 198 C14H30 013287-21-3 64
4 Heptacosane. 1l-chloro- 414 C27H55CI 062016-79-9 64
5 Ethanol, 2-(dodecyloxy)- 230 C14H3002 004536-30-5 64
Abundance Scan 2059 (14.198 min): BF103439.D (-2056) (-) m/z 57.00 100.00%

5000

L
% 133169 214 260 309341 13.80 14.00 14.20 14.40 14.60

m/z 71.00 48.04%

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57

5000 R A Raa

13.80 14.00 14.20 14.40 14.60
m/z 43.00 43.21%
h | Hu 141 183 225 267 309 351 393 435 491 535 574 617
.”.,.”,“.w.”...” P T R

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance

57

13.80 14.00 14.20 14.40 14.60
5000 m/z 85.00 37.88%

99
26 169 221

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

Abundance #59895: Tridecane, 6-methyl- N e o
57 13.80 14.00 14.20 14.40 14.60
m/z 55.00 23.89%
5000
98
15) | | Jl 40 183
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 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\BF030518\

Data File : BF103439.D

Acq On : 6 Mar 2018 4:50

Operator : SJ/JU

3?22'6 i J1761-01 TR-04-0302018
ALS Vial : 27 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 4.5 ng 182352 1 6.87 813920 20.0
unknown6 .65 6.65 66.8 ng 2718500 1 6.87 813920 20.0
Propanoic acid, 2... 9.09 2.9 ng 142682 3 9.92 989874 20.0
1,2-Benzenedicarb... 11.56 4.0 ng 161975 4 11.41 814887 20.0
Pentadecanoic aci... 11.78 5.8 ng 238303 4 11.41 814887 20.0
9,12-Octadecadien... 12.47 13.3 ng 542634 4 11.41 814887 20.0
10-Octadecenoic a... 12.49 14.1 ng 573926 4 11.41 814887 20.0
Methyl stearate 12.57 2.8 ng 114452 4 11.41 814887 20.0
Hexadecane 12.85 3.2 ng 91965 5 14.07 567472 20.0
Heptadecane 13.55 3.8 ng 108292 5 14.07 567472 20.0
Tetradecane 13.87 7.8 ng 221641 5 14.07 567472 20.0
Tetratetracontane 14 .20 2.3 ng 65656 5 14.07 567472 20.0
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