LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF052715\
Data File : BF079527.D

Acq On 27 May 2015 19:29

Operator : TP/1Z

Sample - G2387-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF052615.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 height area % max. total
1 1.415 18 20 26 rvB 72731 146440 2.02% 0.346%
2 1.575 33 34 42 rBV 698374 1107788 15.25% 2.615%
3 1.690 42 44 79 rVB 2962563 7262278 100.00% 17.146%
4 2.981 153 157 165 rBV 1529404 2910438 40.08% 6.871%
5 4.719 307 309 318 rVB 174159 268483 3.70% 0.634%
6 5.279 356 358 369 rBV 1698669 1947022 26.81% 4.597%
7 6.593 471 473 481 rBV 1999135 2000367 27.54%  4.723%
8 6.719 481 484 486 rBV 1941344 2144162 29.52% 5.062%
9 7.005 506 509 511 rBVY 295082 403021 5.55% 0.952%
10 7.187 522 525 527 rBV 1560277 1610984 22.18% 3.803%

11 7.702 567 570 572 rBV 1342122 1330533 18.32% 3.141%
12 8.570 644 646 648 rBV 406812 570043 7.85% 1.346%
13 9.931 762 765 767 rVB 2031626 2602917 35.84% 6.145%
14 10.433 807 809 812 rBV 335161 334515 4.61% 0.790%
15 10.571 819 821 824 rVB 104768 109500 1.51% 0.259%

16 10.742 834 836 839 rvB 695883 695462 9.58% 1.642%
17 11.725 919 922 924 rBV 1703838 1753411 24.14% 4.140%
18 11.759 924 925 928 rVB 254266 207762 2.86% 0.491%
19 11.931 938 940 944 rBV 74359 134607 1.85% 0.318%
20 12.491 987 989 990 rBV 71384 73779 1.02% 0.174%

21 12.582 994 997 998 rBV 595642 679986 9.36% 1.605%
22 12.605 998 999 1001 rVB 304511 281628 3.88% 0.665%
23 12.674 1001 1005 1007 rBV 139781 160057 2.20% 0.378%
24 13.017 1034 1035 1040 rVB2 59718 78373 1.08% 0.185%
25 13.245 1053 1055 1056 rvv 70613 82711 1.14% 0.195%

26 13.337 1059 1063 1069 rVB2 119413 303481 4.18% 0.717%
27 14.011 1119 1122 1126 rBvV4 66289 125956 1.73% 0.297%
28 14.079 1126 1128 1130 rBV 696243 674308 9.29% 1.592%
29 14.137 1130 1133 1137 rVV3 178070 266123 3.66% 0.628%
30 14.354 1150 1152 1155 rBV 547125 677446 9.33% 1.599%

31 14.571 1169 1171 1174 rVV 2058456 2893435 39.84% 6.831%

32 14.651 1174 1178 1180 rVVv2 54608 91824 1.26% 0.217%
33 14.754 1184 1187 1188 rVV2 43650 87218 1.20% 0.206%
34 14.777 1188 1189 1192 rVB 85315 88560 1.22% 0.209%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF052715\
Data File : BF079527.D

Acq On 27 May 2015 19:29

Operator : TP/1Z

Sample - G2387-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052615.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.902 1198 1200 1205 rVB3 91741 201082 2.77% 0.475%

36 15.417 1243 1245 1250 rVB 50825 77359 1.07% 0.183%
37 15.543 1254 1256 1258 rBV 76337 86960 1.20% 0.205%
38 15.600 1258 1261 1263 rBV2 51941 105712 1.46% 0.250%
39 15.748 1271 1274 1278 rBV3 332240 493664 6.80% 1.166%
40 15.851 1280 1283 1285 rBV2 735169 1256629 17.30% 2.967%

41 16.160 1308 1310 1314 rBV3 77177 124139 1.71% 0.293%
42 16.560 1343 1345 1348 rVB 152414 218605 3.01% 0.516%
43 16.937 1376 1378 1381 rBV3 62485 136406 1.88% 0.322%
44 17.120 1390 1394 1400 rBV 440784 1110424 15.29% 2.622%
45 17.234 1403 1404 1406 rVB 85226 100099 1.38% 0.236%

46 17.337 1409 1413 1416 rBV3 162695 469261 6.46% 1.108%
47 17.428 1419 1421 1425 rVV 260808 394805 5.44% 0.932%
48 17.497 1425 1427 1430 rVV 355395 443082 6.10% 1.046%
49 17.554 1430 1432 1441 rVV2 630049 994449 13.69% 2.348%
50 18.080 1476 1478 1480 rVB 110389 134432 1.85% 0.317%

51 18.869 1544 1547 1552 rVB2 209403 488230 6.72% 1.153%
52 19.029 1558 1561 1563 rBV2 126979 252736 3.48% 0.597%
53 19.246 1577 1580 1588 rBV 168554 346350 4.77% 0.818%
54 19.383 1589 1592 1595 rVV3 120274 295098 4._.06% 0.697%
55 19.463 1596 1599 1606 rVB2 223049 521605 7.18% 1.231%

Sum of corrected areas: 42355745
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052715\
Data File : BF079527.D

Acq On 27 May 2015 19:29

Operator : TP/1Z

Sample - G2387-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF052615.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF079527.D

2500000

2000000 6.59.72

5.28

2.08 7.19

1500000 7.70

1000000
1.58

500000

1.42 4.72 J

T T L L L

Time--> 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF079527.D

2500000

9.93 145
2000000

11.72
1500000

1000000

10.74 14.08
12.58 14.35

500000 8.57

10.43 11.76
10.57 11.93 12.

L S i e S e e s

T T
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 14.00 14.50
Abundance TIC: BF079527.D

2500000

2000000

1500000

1000000

500000

] e T

Time--> 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052715\
Data File : BF079527.D

Acq On 27 May 2015 19:29

Operator : TP/1Z

Sample - G2387-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052615.M

Quant Title ; ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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

Concentration Rank 13

Peak Number 1 Butane, 2-methoxy-2-methyl-

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

1.42 7.27 ng 146440 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 Silane, ethyltrimethyl- 102 C5H14Si 003439-38-1 33
3 N-Ethylformamide 73 C3H7NO 000627-45-2 9
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 9
5 1-Propene-1-thiol 74 C3H6S 000925-89-3 9

Abundance Scan 20 (1.415 min): BF079527.D (-18) (-) m/z 73.10 100.00%
73
5000
43 55 87 —
&7 140 160 1.80
Ol e ey b O L Tm/z 43.05  30.58%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 L L L N L N
43 140 1.60 1.80
55 87 m/z 87.05 25.92%
0 2wl am
LG SRR SR SR LRI FLELRLEL SR SO S UL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
73
140 160 180
5000 59 m/z 55.10 25.83%
87
43
29 53 67 102
e S S UL S S U L S S S
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #720: N-Ethylformamide T
30 140 1.60 1.80
73 m/z 71.10 12.26%
5000
44 58
18
0 L \‘ ‘ 38\\‘\ 1 .
LG SRR LN SRR SRR UL FULRLEL IR SO SO UL B LA PN N N
m/z--> 10 20 30 40 50 60 70 8 90 100 110 140 160 180
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052715\
Data File : BF079527.D

Acq On 27 May 2015 19:29

Operator : TP/1Z

Sample - G2387-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052615.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

4.72 13.32 ng 268483 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 309 (4.719 min): BF079527.D (-307) (-) m/z 43.05 100.00%
a3
59
5000
s k0 4k 480 800
83 : : : :
o...,....,....,....',':...?.1.~!~.|,...‘??....,.-...,...:,|....,....,....,....,...., m/z 59.10 57.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L L I U
59 440 460 480 500
m/z 101.10 19.91%
15 31 101
0 ‘ Tl Ly 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
440 460 4.80 500
5000 M m/z 58.10 16.73%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3993: Morpholine, 4—methy|— LA L L L BN |
43 4.40 4.60 4.80 5.00
m/z 41.10 8.66%
5000
101
15
A N |
0'“v“'v”m'“wH'WH“l“”b'“wgﬁw“'b“w'“WH'W““l““l I RN SR L LR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052715\
Data File : BF079527.D

Acq On 27 May 2015 19:29

Operator : TP/1Z

Sample - G2387-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052615.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown6.72 Concentration Rank 3

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

6.72 106.40 ng 2144160 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 38
2 Amphetaminil 250 C17H18N2 017590-01-1 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 12

Abundance Scan 484 (6.719 min): BF079527.D (-481) (-) m/z 132.00 100.00%
32
5000
68
0 st | % 640 6.60 6.80 7.00
54 - - - -
ol e 85 L300 | W/z 68.10 34.71%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 AR SR U AR
6.40 6.60 6.80 7.00
31 51 ‘ m/z 134.00 33.78%
0"hmH'H'IJW'I'”'I“'”I"‘W""P"'I”"I”"I'”
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132
640 6.60 6.80 7.00
5000 m/z 66.10 22 .13%
91 105
39 51 65 77 117 146 159 178 208 222
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #48639: Tranylcypromine-propionyl R R A RaamY
57 132 6.40 6.60 6.80 7.00
24 m/z 69.05 13.60%
5000 og 16
ol II.IhH‘JIINMI M..,Nh..h,..“‘.,...l??.... I}??III N
m/z--> 40 60 80 100 120 140 160 180 200 220 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052715\
Data File : BF079527.D

Acq On 27 May 2015 19:29

Operator : TP/1Z

Sample - G2387-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052615.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Tetracosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.93 3.96 ng 134607 Phenanthrene-d10 12.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 90
2 Hexadecane 226 C16H34 000544-76-3 83
3 Eicosane 282 C20H42 000112-95-8 80
4 Heptacosane 380 C27H56 000593-49-7 78
5 Undecane, 5-ethyl- 184 C13H28 017453-94-0 72
Abundance Scan 940 (11.931 min): BF079527.D (-938) (-) m/z 57.10 100.00%
57
e e Aﬁv\}\ﬂpAv\V/\\AAA/b»JukMV
3 113 11.60 11.80 12.00 12.20
0 ,,J,",-|,',1‘,”169 e || M/z 71.05  63.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #136481: Tetracosane
57
5000 85 R AR R DR RN
11.60 11.80 12.00 12.20
4 m/z 43.10 60.85%
oh L L L8 14 169 197 225 253 281 309 33
m/z--> ﬁo Jo 60 85 160 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
1160 11.80 12.00 12.20
5000 m/z 85.10 40.22%
41 85
ol.23 113 141 169 197 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #107652: Eicosane M~
57 11.60 11.80 12.00 12.20

m/z 41.10 25 .55%

5000
85

%

| ‘\ | | 1:!'3 141 169 282

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 11.60 11. 80 12. 00 12.20

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052715\
Data File : BF079527.D

Acq On 27 May 2015 19:29

Operator : TP/1Z

Sample - G2387-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052615.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.34 8.93 ng 303481 Phenanthrene-d10 12.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 62
2 Phenol, 4-(2-thienylmethyl)- 190 C11H100S 091680-55-6 46
3 Methyl diselenide 190 C2H6Se2 007101-31-7 45
4 Phenanthrene, 1l-methyl- 192 C15H12 000832-69-9 20
5 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 18

Abundance Scan 1063 (13.337 min): BF079527.D (-1059) (-) m/z 190.10 100.00%
1
5000 AAW
13.00 '152'0' 13.40 13.60
o m/z 189.10 93.14%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #49337: 4H-Cyclopenta[def]phenanthrene
190
5000 AR --- SRS NRTA
o4 13.00 13.20 13.40 13.60
m/z 192.10 53.25%
oL 27 395 63 8 | 110122 137 150 163 178 |
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance
190
50 %0 a0 1580
5000 m/z 191.10 42 _40%
97
27 45 a3 7T g 115 128 145 7 173
O i e S o
miz-> 20 40 60 80 100 120 140 160 180 200 ' JLJ\N
Abundance #49343: Methy! diselenide SN LV O A ) v
9 190 13.00 13.20 13.40 13.60
m/z 94.60 27 .06%
5000
OI H“ ‘HH H“ \‘\H\ \Hh HM‘ .|....| s R R
miz--> 20 40 60 80 140 180 200 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052715\
Data File : BF079527.D

Acq On 27 May 2015 19:29

Operator : TP/1Z

Sample - G2387-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052615.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Pentadecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.01 3.70 ng 125956 Phenanthrene-d10 12.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 86
2 Heptacosane 380 C27H56 000593-49-7 58
3 Tetradecane 198 C14H30 000629-59-4 58
4 Heptadecane 240 C17H36 000629-78-7 58
5 Heneicosane 296 C21H44 000629-94-7 53
Abundance Scan 1122 (14.011 min): BF079527.D (-1119) (-) m/z 57.10 100.00%
57
5000 85
206 e
113 141 16318 13.60 13.80 14.00 14.20 14.40
0...‘.\,-.! .J.... ey, Tm/z 71.10 71.67%
m/z--> 50 100 150 200 250 300 350
Abundance #64574: Pentadecane
57
85
5000 A PR BUREL UL B
nmwmmmmmmm
29 m/z 43.10 66.32%
Ll 22
m/z--> 50 100 150 200 250 300 350
Abundance
57
13.60 13.80 14.00 14.20 14.40
5000 m/z 85.10 45 _.72%
85
0 29 113 141 169 197 225 253 281 323 351 380
m/z--> 55 160 1éo 260 250 360 3éo
Abundance #55010: Tetradecane e A BAARRER
57 13.60 13.80 14.00 14.20 14.40
m/z 41.05 27 .83%
5000 85
29
198
m/z--> 50 1m 150 2m 250 3m 350 1%mmmmmumuo
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052715\
Data File : BF079527.D

Acq On 27 May 2015 19:29

Operator : TP/1Z

Sample - G2387-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052615.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknownl4.14 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.14 7.83 ng 266123 Phenanthrene-d10 12.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Succinoic acid, 2-hydroxy-3-meth... 204 C9H1605 1000196-85-6 27
2 1-Penten-3-one, 4-methyl-1-phenyl- 174 C12H140 003160-32-5 22
3 2-Propenoic acid, 3-phenyl-, met... 162 C10H1002 001754-62-7 22
4 3-Butenoic acid, 2-oxo-4-phenyl-... 190 C11H1003 1000142-22-4 22
5 3-Butenoic acid, 2-oxo-4-phenyl- 176 C10H803 1000142-21-0 22
Abundance Scan 1133 (14.137 min): BF079527.D (-1130) (-) m/z 131.10 100.00%
57 g5
5000 103 180 264
I 147 13.80 14.00 14.20 14.40
11 : : : :
o e 193206220 m/z 57.10 69.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #59187: Succinoic acid, 2-hydroxy-3-methyl-, diethyl ester
131
85 3
5000 U UG I B
13.80 14.00 14.20 14.40
29 57 103 m/z 85.10 61.84%
0 T 1 86
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
131
13.80 14.00 14.20 14.40
5000 103 m/z 103.10 46.72%
77
51
S TR 1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #30437: 2-Propenoic acid, 3-phenyl-, methyl ester, (E)-
131 13.80 14.00 14.20 14.40
m/z 264.20 46.07%
5000 103 162
5 7
m/z--> 20 40 60 8|0 100 120 140 160 180 200 220 240 260 1380 14.00 14.20 1440
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052715\
Data File : BF079527.D

Acq On 27 May 2015 19:29

Operator : TP/1Z

Sample - G2387-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052615.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Pyrene, 1-methyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.90 3.20 ng 201082 Chrysene-di12 15.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 95
2 Pyrene, 2-methyl- 216 C17H12 003442-78-2 83
3 Pyrene, 4-methyl- 216 C17H12 003353-12-6 50
4 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 50
5 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 49
Abundance Scan 1200 (14.902 min): BF079527.D (-1198) (-) m/z 216.10 100.00%
216
232
5000

189
202 14.60 14.80 15.00 15.20

126137 151 164175

(o} m/z 215.10 59.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67024: Pyrene, 1-methyl-
216
5000

14.60 14.80 15.00 15.20
04 189 m/z 232.10 54.95%

108
27 3050 63 81 | | 122 137 150 163174 | 200 ﬂﬂ

(O L A e e o e e RN EE SRR S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
216
R e I
14.60 14.80 15.00 15.20
5000 95 m/z 231.10 28.14%
108
189
0 53 64 81 122 150 163174 200
T T T T T T T T T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67021: Pyrene, 4-methyl-
216 14.60 14.80 15.00 15.20
m/z 217.10 24 _21%
5000
108 189
o 3950 6374 95 | 122135 150163174 ;200 | ~
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.60 14. 80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052715\
Data File : BF079527.D

Acq On 27 May 2015 19:29

Operator : TP/1Z

Sample - G2387-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052615.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Dichloroacetic acid, heptad... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.75 7.86 ng 493664 Chrysene-d12 15.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid, heptadecyl ... 366 C19H36CI1202 1000282-98-2 94
2 2- Chloropropionic acid, octadec... 360 C21H41Cl102 088104-31-8 91
3 1-Octadecanol 270 C18H380 000112-92-5 91
4 Bromoacetic acid, octadecyl ester 390 C20H39Bro02 018992-03-5 91
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
Abundance Scan 1274 (15.748 min): BF079527.D (-1271) (-) m/z 57.10 100.00%
57 83
>0 1l _,J\__/kN,v-f\—g/x_a,&,ﬁL~
234 15.40 15.60 15.80 16,00
3 139 178 . . . .
o LAlPas0178 200 | 260281 e 6T eg 31
m/z--> 50 100 150 200 250 300 350
Abundance #146886 Dichloroacetic acid, heptadecyl ester
57
5000 S B B UL IR
15.40 15.60 15.80 16.00
29 m/z 55.10 87.11%
ol b ‘H\ L 1P 168 101210 238 266 295
m/z--> 50 100 150 200 2éo 300 350
Abundance
57 83
15.40 15.60 15.80 16,00
5000 111 m/z 43.10 84 _.69%
29
. 139 168 194 224 250 297 360
m/z--> 50 100 150 200 250 300 350
Abundance #100814: 1-Octadecanol R EEEE e
55 83 15.40 15.60 15.80 16.00
m/z 69.10 79.24%
5000 111
29
t \ 139 167 195 224 252
OI‘I‘LI\II\I J \ \h J\Iu |”||||||{|||| —— — R s
m/z--> 50 150 200 250 300 350 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052715\
Data File : BF079527.D

Acq On 27 May 2015 19:29

Operator : TP/1Z

Sample - G2387-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052615.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Cyclohexadecane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
16.56 3.48 ng 218605 Chrysene-d12 15.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexadecane 224 C16H32 000295-65-8 95
2 E-7-Octadecene 252 C18H36 1000130-92-0 90
3 Pentadecane 212 C15H32 000629-62-9 83
4 1-Hexadecanesulfonyl chloride 324 C16H33CI102S 038775-38-1 81
5 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 70
Abundance Scan 1345 (16.560 min): BF079527.D (-1343) (-) m/z 57.10 100.00%
57
83
5000
111
UNSNBSRUNAA RS IR
139 184 16.20 16.40 16.60 16.80
ol b 160 187 ,2?0.2?1.1 l'. 29300 %7 "m/z 43.10  66.74%
m/z--> 50 100 150 200 250 300 350
Abundance #72491: Cyclohexadecane
55
5000 UM SR LA R B
29 111 16.20 16.40 16.60 16.80
‘ ‘ m/z 71.10 58.59%
0,,\,\,\ | \‘ ‘\ H u \‘1379‘,167 e
m/z--> 50 200 250 300 350
Abundance
43
69 USSR RS IR
o7 16.20 16.40 16.60 16.80
5000 m/z 83.10 56.79%
195 252
0 154 182 224
m/z--> 50 100 150 200 250 300 350
Abundance #64571: Pentadecane R e EEaE L
57 16.20 16.40 16.60 16.80
m/z 55.10 53.69%
- T kJLm
29
S O O L - SN SE—
m/z--> 50 100 150 200 250 300 350 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052715\
Data File : BF079527.D

Acq On 27 May 2015 19:29

Operator : TP/1Z

Sample - G2387-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052615.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 15 Octadecane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
16.94 2.74 ng 136406 Perylene-di12 17.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 70
2 9,10-Anthracenedione, l1-hydroxy-... 254 C15H1004 006003-11-8 53
3 2,2"-Binaphthalene 254 C20H14 000612-78-2 43
4 Anthracene, 9-phenyl- 254 C20H14 000602-55-1 38
5 Phenanthrene, 2-phenyl- 254 C20H14 004325-77-3 38
Abundance Scan 1378 (16.937 min): BF079527.D (-1376) (-) m/z 254.10 100.00%
284
| /\A/W//\JJLM
5000 A
85
ol L [ 1190 265184 205 h A RS Y Twsz 57.10  72.27%
m/z--> 50 100 150 200 250 300 350
Abundance #91034: Octadecane
57
5000 85 U IR R
29 16.60 16.80 17.00 17.20
m/z 43.10 46 .45%
0 \“ \‘\ \h H‘ | 1:\I\-3 1 141 ) 169 197 225 2
m/z--> 50 100 1éo 200 250 300 350
Abundance
254
- 16.60 16,80 17.00 17.20 |
5000 m/z 71.10 43.12%
127 183 208
101 155
(O B s e O o T
m/z--> 50 100 150 200 250 300 350
Abundance #91061: 2,2"-Binaphthalene R o R Ea ma
254 16.60 16.80 17.00 17.20
m/z 85.10 35.22%
5000
126
o 30 63 101 | 150 200 226
m/z--> 50 100 150 200 250 300 350 16.60 16.80 17.00 17.20 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052715\
Data File : BF079527.D

Acq On 27 May 2015 19:29

Operator : TP/1Z

Sample - G2387-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052615.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 16 9-Nonadecene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.34 9.44 ng 469261 Perylene-d12 17.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Nonadecene 266 C19H38 031035-07-1 78
2 1-Heneicosyl formate 340 C22H4402 077899-03-7 76
3 Trifluoroacetic acid, n-octadecy... 366 C20H37F302 079392-43-1 74
4 Dichloroacetic acid, heptadecyl ... 366 C19H36CI202 1000282-98-2 70
5 1-Docosene 308 C22H44 001599-67-3 64
Abundance Scan 1413 (17.337 min): BF079527.D (-1409) (-) m/z 57.10 100.00%
57 97
239 17.00 17.20 17.40 17.60
153 181 208 290 320 351374 : : : :
Ol m/z 97.10 87 .88%
m/z--> 50 100 150 200 250 300 350
Abundance #98168: 9-Nonadecene
55
5000{ og N U I B DU
m 17.00 17.20 17.40 17.60
m/z 55.10 85.22%
266
ok, .‘. “‘\ M \M \H L \\1:\?9‘167 —— |23I8| i T
m/z--> 50 200 250 300 350
Abundance
57 83
17.00 17.20 17.40 17.60
5000 111 m/z 83.10 81.40%
. 139 167 106 220 266 294 32 j_pw_JAVb~u/\\P“-v“”“””
m/z--> 50 100 150 200 250 300 350
Abundance #146922: Trifluoroacetic acid, n-octadecy! ester R R RS S
43 17.00 17.20 17.40 17.60
m/z 43.10 75 .38%
7 W
5000
97
m/z--> 50 100 150 200 250 300 350 17.00 17.20 17.40 17.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052715\
Data File : BF079527.D

Acq On 27 May 2015 19:29

Operator : TP/1Z

Sample - G2387-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052615.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 18 Benzo[b]triphenylene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
19.03 5.08 ng 252736 Perylene-d12 17 .55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzo[b]triphenylene 278 C22H14 000215-58-7 93
2 Dibenz[a,h]anthracene 278 C22H14 000053-70-3 89
3 Benzo[a]naphthacene 278 C22H14 000226-88-0 89
4 Pentaphene 278 C22H14 000222-93-5 89
5 1,2:7,8-Dibenzophenanthrene 278 C22H14 000213-46-7 89
Abundance Scan 1561 (19.029 min): BF079527.D (-1558) (-) m/z 278.10 100.00%
8
5000
412 18.80 19.00 19.20 19.40
o S8 3131, Tm/z 57.10 29.69%
m/z--> 50 100 150 200 250 300 350 400
Abundance #105329: Benzo[b]triphenylene
2718
5000 LN BN UL SULRN B
18.80 19.00 19.20 19.40
139 m/z 55.10 28.02%
ol 39 63 @2112 M 174 200 224 250 hw
m/z--> 50 100 150 200 250 300 350 400
Abundance
278
" 18:80 19.00 19.20 19.40
5000 m/z 276.10 25.37%
139
0 51 73 93113 174 200 224 250
LR AL UL L L L LU L L
m/z--> 50 100 150 200 250 300 350 400
Abundance #105328: Benzo[a]naphthacene
218 18.80 19.00 19.20 19.40
m/z 83.10 23.72%
5000
ol 30 63 87 113 139 163187 224 250
m/z--> 50 100 150 200 250 300 350 400 18.80 19.00 19,20 19.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052715\
Data File : BF079527.D

Acq On 27 May 2015 19:29

Operator : TP/1Z

Sample - G2387-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052615.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 19 Stigmasterol, 22,23-dihydro- Concentration Rank 14

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

19.38 5.93 ng 295098 Perylene-di12 17.55

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Stigmasterol, 22,23-dihydro- 414 C29H500 1000214-20-7 52

2 _gamma.-Sitosterol 414 C29H500 000083-47-6 38

3 .beta.-Sitosterol 414 C29H500 000083-46-5 30

4 Pregn-5-ene-3,12,14,17,20-pentol... 366 C21H3405 028417-32-5 10

5 3-[(3,7,11,15-Tetramethylhexadec. .. 374 C25H46N2 067374-05-4 10
Abundance Scan 1592 (19.383 min): BF079527.D (-1589) (-) m/z 43.10 100.00%

145

5000

19.00 19.20 19.40 19.60

(o} m/z 57.10 66 .45%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #159291: Stigmasterol, 22,23-dihydro-
43
5000 | LU L L L L L L B
19.00 19.20 19.40 19.60
414 m/z 145.10 63.00%
09 105 145 213 303 329
o) SE— M H\ H\ H‘ H\ \\u \h J\ \\\:!T?I8I e |2|4|6|2|73| : I — . |3|5‘|]' |3|81| MI A
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
43
R RN REEEE
19.00 19.20 19.40 19.60
5000 81 107 m/z 107.10 54.50%
145 213 303 e
1
173 255 329 381
0 234 | 276 354
L B e B o IR o B B I I IR
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #159283: .beta.-Sitosterol A REmaE EESE TS
43 19.00 19.20 19.40 19.60
m/z 213.15 51.54%
5000 81 105 s
18 213 329 e
73 255 303
0 M\ \\H 234 | 276 354 381
B BB R RN REEEE
m/z--> 0 50 100 150 200 250 300 350 400 19. OO 19.20 19.40 19.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF052715\
Data File : BF079527.D

Acq On 27 May 2015 19:29

Operator : TP/1Z

Sample - G2387-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052615_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 1.42 7.3 ng 146440 1 7.00 403021 20.0
2-Pentanone, 4-hy... 4.72 13.3 ng 268483 1 7.00 403021 20.0
unknown6 .72 6.72 106.4 ng 2144160 1 7.00 403021 20.0
Tetracosane 11.93 4.0 ng 134607 4 12.58 679986 20.0
4H-Cyclopenta[def... 13.34 8.9 ng 303481 4 12.58 679986 20.0
Pentadecane 14.01 3.7 ng 125956 4 12.58 679986 20.0
unknownl4 .14 14.14 7.8 ng 266123 4 12.58 679986 20.0
Pyrene, l-methyl- 14.90 3.2 ng 201082 5 15.86 1256630 20.0
Dichloroacetic ac... 15.75 7.9 ng 493664 5 15.86 1256630 20.0
Cyclohexadecane 16.56 3.5 ng 218605 5 15.86 1256630 20.0
Octadecane 16.94 2.7 ng 136406 6 17.55 994449 20.0
9-Nonadecene 17.34 9.4 ng 469261 6 17.55 994449 20.0
Benzo[b]triphenylene 19.03 5.1 ng 252736 6 17.55 994449 20.0
Stigmasterol, 22,... 19.38 5.9 ng 295098 6 17.55 994449 20.0
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