LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_ F\DATA\BF021518\

Data File : BF103027.D

Acq On : 15 Feb 2018 19:37 Instrument :
Operator : SJ/JU BNA_F

Sample - J1562-03 ClientSampleld :
Misc : T-10-STOCKPILE
ALS Vial : 19 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-BF020318_.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 2.152 5 11 22 rvVB 925346 1202050 26.33% 2.854%
2 5.116 512 515 524 rVB 99277 133942 2.93% 0.318%
3 5.504 576 581 584 rBV 4240212 4423363 96.88% 10.501%
4 6.516 747 753 769 rVvB 3918352 4565867 100.00% 10.839%
5 6.651 771 776 779 rBV 4280223 4314171 94.49% 10.242%
6 6.881 811 815 818 rBV 1304645 1113474 24.39% 2.643%
7 7.034 837 841 845 rBV 3307568 3293497 72.13% 7.819%
8 7.445 905 911 914 rBVY 2739578 2677306 58.64% 6.356%
9 7.522 920 924 936 rvVB4 31439 54665 1.20% 0.130%
10 8.163 1029 1033 1036 rBV 1670698 1449746 31.75% 3.442%

11 9.234 1211 1215 1219 rBV 4065682 4040833 88.50% 9.593%
12 9.304 1224 1227 1230 rVV 132861 106527 2.33% 0.253%

13 9.545 1265 1268 1270 rBV 73261 67793 1.48% 0.161%
14 9.628 1277 1282 1284 rBV 396141 361658 7.92% 0.859%
15 9.775 1303 1307 1310 rBV 40915 46611 1.02% 0.111%

16 9.833 1314 1317 1322 rVB 245559 207387 4._.54% 0.492%
17 9.916 1327 1331 1335 rBV2 1621164 1460408 31.99% 3.467%

18 10.157 1369 1372 1376 rVB2 57302 51746 1.13% 0.123%
19 10.333 1400 1402 1405 rVB 266171 207365 4._.54% 0.492%
20 10.557 1435 1440 1442 rBV 70402 85720 1.88% 0.203%

21 10.710 1462 1466 1469 rBV 2093174 2008003 43.98% 4.767%
22 10.810 1480 1483 1493 rVB 264559 290197 6.36% 0.689%
23 11.004 1512 1516 1520 rBV3 34326 53642 1.17% 0.127%
24 11.257 1556 1559 1561 rBV 156370 126399 2.77% 0.300%
25 11.404 1580 1584 1587 rBV 1275906 1220765 26.74% 2.898%

26 11.428 1587 1588 1594 rVVv 295296 230502 5.05% 0.547%

27 11.480 1594 1597 1600 rVB 55937 48770 1.07% 0.116%
28 11.616 1617 1620 1622 rBV 53219 45879 1.00% 0.109%
29 11.680 1628 1631 1638 rBV2 44874 55700 1.22% 0.132%
30 11.922 1667 1672 1673 rBV2 54789 80600 1.77% 0.191%
31 12.022 1685 1689 1691 rBV2 67524 72990 1.60% 0.173%
32 12.169 1711 1714 1717 rBV 88761 75170 1.65% 0.178%

33 12.622 1787 1791 1794 rBV 404681 360124 7.89% 0.855%
34 12.851 1827 1830 1832 rBV 296945 234624 5.14% 0.557%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA_ F\DATA\BF021518\

Data File : BF103027.D

Acq On : 15 Feb 2018 19:37

Operator : SJ/JU

3?22'6 i J1562-03 T-10-STOCKPILE
ALS Vial : 19 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-BF020318.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.874 1832 1834 1837 rVB2 132441 101700 2.23% 0.241%

36 12.992 1850 1854 1857 rVB 2745973 2548568 55.82% 6.050%
37 13.445 1929 1931 1933 rBV3 101785 112069 2.45% 0.266%
38 13.869 2000 2003 2011 rVB2 470891 488933 10.71% 1.161%
39 14.051 2029 2034 2036 rBV2 1016170 1059210 23.20% 2.514%
40 14.074 2036 2038 2041 rVB 142754 119075 2.61% 0.283%

41 14.880 2172 2175 2197 rVB3 786643 2164527 47.41% 5.138%
42 15.533 2282 2286 2297 rVB 565866 762712 16.70% 1.811%

Sum of corrected areas: 42124288
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA_ F\DATA\BF021518\

Data File : BF103027.D

Acq On - 15 Feb 2018 19:37

Operator : SJ/JU

ﬁ?ggle i J1562-03 T-10-STOCKPILE
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF103027.D

5|50 65
4000000 6.59

7.03

3000000 745

2000000

6.88

10000002.15

5.12 L
. 5.1 7.52
N ——————— —————

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: BF103027.D
9.23

4000000

12.99
3000000

10.71

2000000
8.16 9.92

11.40

1000000

%08 - 1126543
)J-30 956 9.7 . . 251 am 65811020217

e e T T e N I L e e 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: BF103027.D

4000000

3000000

2000000

1000000

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\HPCHEM1I\BNA_ F\DATA\BF021518\

Data File : BF103027.D

Acq On - 15 Feb 2018 19:37

Operator : SJ/JU

ﬁ?ggle i J1562-03 T-10-STOCKPILE
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 4

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

2.15 21.59 ng 1202050 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 37
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 11 (2.152 min): BF103027.D (-5) (-) m/z 72.95 100.00%

n
5000 43
55
87

220 230 240 2.50 2.60

Obrrr e S8 83 LT 07 121 g5 45 95 42.63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73 A
5000 RS ULRAN IUULRE RAE LA Y
2.20 2.30 2.40 2.50 2.60
5 87 m/z 54.95  32.58%
0 m \‘ |l 80
"W'”'P'”I”'W'”'P'”I”'W'”'P'”I”'W'”'P'”I”'W'”'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 LR LA IUULAE LR AN L
2.20 2.30 2.40 2.50 2.60
5000 a1 55 m/z 87.10 24 .76%
29
o 65 80 97 112 129
wmmmfmﬁmwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8392: 3-Pentanol, 2,4-dimethyl- AR e A R aas EaL
73 220 230 240 2.50 2.60

m/z 41.00 13.99%

5000 e J\
15 ‘\ \W\ 63 ||, 83 8 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 240 2.50 2.60

o
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA_ F\DATA\BF021518\

Data File : BF103027.D

Acq On - 15 Feb 2018 19:37

Operator : SJ/JU

ﬁ?ggle i J1562-03 T-10-STOCKPILE
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 9

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

5.12 2.41 ng 133942 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 38
3 Guanidine 59 CH5N3 000113-00-8 9
4 Diacetamide 101 C4H7NO2 000625-77-4 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 516 (5.122 min): BF103027.D (-512) (-) m/z 42.95 100.00%
43
59
5000
10 4.80 5.00 520 5.40
83 : : : :
0..,....,....,...3.8,'!...,‘L.S?-!.-....,....,.-...,....,|....,. m/z 59.00 67.45%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L UL R UL I
59 480 500 520 540
m/z 101.00 18.11%
o 25 3t 37 | 83 g3 M
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
480 500 520 540
5000 m/z 58.00 16.80%
a1 101
o 15 31 53 69 83
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance #257: Guanidine e L REREsEE s
43 59 4.80 5.00 5.20 5.40
m/z 41.00 7.02%
5000
28
0"w"'w'“LW"'ﬁ"'w'"V"'w"'w"w"'w"'w' ”I'”'I”"P"W"HT
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA_ F\DATA\BF021518\

Data File : BF103027.D

Acq On - 15 Feb 2018 19:37

Operator : SJ/JU

ﬁ?ggle i J1562-03 T-10-STOCKPILE
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3 unknown6.65 Concentration Rank 1

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

6.65 77.49 ng 4314170 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 776 (6.651 min): BF103027.D (-771) (-) m/z 132.00 100.00%
5000 68
40 % J 640 6.60 6.80 7.00
54 : : : :
o Qrer |wsus o m/z 68.00 40.58%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 IR IS U R L
6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 33.70%
0 ‘ b1 H Moy . !
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
640 6.60 6.80 7.00
5000 67 m/z 66.00 27.81%
41 97
53
79 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R T S mamas
57 132 6.40 6.60 6.80 7.00
24 m/z 68.95 15.84%
5000 og 0
N I .NM 8 pﬂ97.kk,..“u L s8 189 S | W G
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021518\
Data File : BF103027.D

Acq On : 15 Feb 2018 19:37

Operator : SJ/JU

Sample - J1562-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexadecane Concentration Rank 7

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

9.83 2.84 ng 207387 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 86
2 Tetradecane 198 C14H30 000629-59-4 86
3 Tridecane 184 C13H28 000629-50-5 86
4 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 80
5 Tridecane, 6-methyl- 198 C14H30 013287-21-3 78

Abundance Scan 1316 (9.828 min): BF103027.D (-1314) (-) m/z 57.00 100.00%
57
43
—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
9.60 9.80 10.00 10.20
o 118 127 141 m/z 43.00 73.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
43 o
5000 & RIS SRR R BRI U
g5 9.60 9.80 10 00 10. 20
29 m/z 71.00 41 .41%
0 ‘ L L4 ‘ 99 113 127 141 155 169 183 107 226
m/z--> ﬁo Jo éo 8b 160 150 150 160 180 200 250
Abundance
57
43
71 9.60 9.80 10.00 10.20
5000 85 m/z 85.00 29.81%
29
ol 15 99 113 127 141 155 169 198
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 260 250
Abundance #48835: Tridecane
43 97 9.60 9.80 10.00 10.20
m/z 41.00 29.13%
71
5000
85
29
ohts | L | Pusrinas e
m/z--> ﬁo Jo éo 50 160 150 140 160 180 260 250 9%0 980 1000 1020
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA_ F\DATA\BF021518\

Data File : BF103027.D

Acq On - 15 Feb 2018 19:37

Operator : SJ/JU

ﬁ?ggle i J1562-03 T-10-STOCKPILE
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Pentadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.33 2.84 ng 207365 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Hexadecane 226 C16H34 000544-76-3 86
3 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 80
4 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1000309-12-5 80
5 Tridecane 184 C13H28 000629-50-5 80
Abundance Scan 1401 (10.328 min): BF103027.D (-1400) (-) m/z 57.00 100.00%
57
5000
4
10.00 10.20 10.40 10.60
0 m/z 43.00 74 .25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #71393: Pentadecane
57
5000 U SRR AREE!
85 10100 10,20 10,40 10.60
4 m/z 71.00 42.39%
m/z--> ﬁo Jo eb 85 160 150 110 160 180 200 220 240 2éo 2éo 360
Abundance
57
10,00 10.20 10.40 10.60
5000 m/z 85.05 30.08%
41 85
ol 26 113 141 169184 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #125660: Sulfurous acid, 2-ethylhexyl hexyl ester e ERE RS S
57 10.00 10.20 10.40 10.60
m/z 41.00 28.58%
5000 85
T M 113
Obrrer \”” ”h” N S — Ml At
m/z--> ﬁo Jo eb 85 160 150 110 160 180 200 220 240 260 2éo 360 1000 1020 1040 1060
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021518\
Data File : BF103027.D

Acq On : 15 Feb 2018 19:37

Operator : SJ/JU

Sample - J1562-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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 8 Eicosane Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
11.26 2.07 ng 126399 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Hexadecane 226 C16H34 000544-76-3 87
3 Heptacosane 380 C27H56 000593-49-7 87
4 Nonadecane 268 C19H40 000629-92-5 86
5 Octacosane 394 C28H58 000630-02-4 83

Abundance Scan 1560 (11.263 min): BF103027.D (-1556) (-) m/z 57.00 100.00%
g7
5000
85
JL/\\_/\/\’/\LM/\)\\
U SRR BN BUNRA B
113 141 167 196 11.00 11.20 11.40 11.60
o b o RN . m/z 71.05 54.87%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
4
5000 LR SR SN I SR
85 11,00 1120 11.40 11.60
29 m/z 43.00 54 _.22%
o J‘L | | L J113 141 169 107 225 253 262
m/z--> 50 100 150 200 250 300 350
Abundance
57
11,00 11.20 11.40 11.60
5000 g5 m/z 85.05 37.82%
29
o 113 141 169 197 226
m/z--> 50 100 150 200 250 300 350 ]
Abundance #202662: Heptacosane R R LR
57 11.00 11.20 11.40 11.60
m/z 41.00 25.23%
5000
o %9 | 113 141 169 197 225 253 281 323 351 380 4
m/z--> 50 100 150 200 250 300 350 11,00 1120 11.40 11.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA_ F\DATA\BF021518\

Data File : BF103027.D

Acq On - 15 Feb 2018 19:37

Operator : SJ/JU

ﬁ?ggle i J1562-03 T-10-STOCKPILE
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Dibenzo(a,i)pyrene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.45 2.12 ng 112069 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzo(a, i)pyrene 302 C24H14 000189-55-9 52
2 1,2:4,5-Dibenzopyrene 302 C24H14 000192-65-4 52
3 Dibenz(a,e)aceanthrylene 302 C24H14 005385-75-1 50
4 3,4:8,9-Dibenzopyrene 302 C24H14 000189-64-0 50
5 Estra-1,3,5(10)-triene-4,17-diol... 302 C19H2603 005976-66-9 49
Abundance Scan 1932 (13.451 min): BF103027.D (-1929) (- m/z 302.10 100.00%
302
5000
59 151 R o e
41 81
100 123 172 199 297 274 345 13.20 13.40 13.60 13.80
ol 228 323 m/z 300.10  34.76%
m/z--> 50 100 150 200 250 300 350
Abundance #146692: Dibenzo(a,i)pyrene
302
5000 LR IR UL UL B
1320 13.40 13.60 13.80
151 m/z 58.95 26.10%
o 63 99 125 | 174 198 222 248 274 ||
m/z--> 50 100 150 200 250 300 350
Abundance
302
13.20 13.40 13.60 13.80
5000 m/z 151.05 25_47%
151
0 69 100 124 248 274
m/z--> 50 100 150 200 250 300 350
Abundance #146703: Dibenz(a,e)aceanthrylene T

302 13.20 13.40 13.60 13.80
m/z 303.10 22.93%

5000
151

39 74 100 124 | 174 198 222 248 274

e R S

m/z--> 50 100 150 200 250 300 350 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA_ F\DATA\BF021518\

Data File : BF103027.D

Acq On - 15 Feb 2018 19:37

Operator : SJ/JU

ﬁ?ggle i J1562-03 T-10-STOCKPILE
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1-Docosene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.87 9.23 ng 488933 Chrysene-d12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 96
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
3 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 94
4 Cyclotetracosane 336 C24H48 000297-03-0 91
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 91
Abundance Scan 2003 (13.869 min): BF103027.D (-2000) (-) m/z 57.00 100.00%
57
] J\/‘M
5000
111
SR AR SUNRILA SR SR
139 168 229 13.60 13.80 14.00 14.20
ol L A7 168 106 7I7250269 303 342 369 " 55 00 89.43%
m/z--> 50 100 150 200 250 300 350
Abundance #151537: 1-Docosene
5
5000 13.60 13:80 14.00 14.20
20 ‘ i 308 m/z 43.00 83.50%
oL, .w 2 I k $ J\ i, ?1|”209 238 ..2?0., I
m/z--> 50 100 200 250 300 350
Abundance
57
97 SR AR SUNILA SRR SR
13.60 13.80 14.00 14.20
5000 m/z 83.00 73.31%
29 125
0 77 154 196 224 269 320
m/z--> " 'S0 100 150 200 250 300 350
Abundance #185169: Heptadecy! trifluoroacetate R e B
57 13.60 13.80 14.00 14.20
97 m/z 69.00 69.14%
5000
29 125
0 Ll b I ‘\ 154 182 210 238 283 334
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA_ F\DATA\BF021518\

Data File : BF103027.D

Acq On - 15 Feb 2018 19:37

Operator : SJ/JU

ﬁ?ggle i J1562-03 T-10-STOCKPILE
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Squalene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.88 56.76 ng 2164530 Perylene-di12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Squalene 410 C30H50 000111-02-4 96
2 Supraene 410 C30H50 007683-64-9 96
3 Farnesol isomer a 222 C15H260 1000108-92-4 46
4 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 43
5 trans-Farnesol 222 C15H260 000106-28-5 43
Abundance Scan 2175 (14.880 min): BF103027.D (-2172) (-) m/z 69.00 100.00%
60
5000 l
I o e 0 50
bbb da o 177 203 231 271 th 328 355875398 | "m/z 81.00 55.80%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69
s000] 4! L PSR BN SRR B
14.60 14.80 15.00 15.20
g m/z 41.00 26 .53%
5 137
oLl o 407 1 161 191217 273200 341367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
14,60 14.80 15.00 1520
5000 m/z 300.10 21.67%
41
95 137
0 117 | 163 191 217 245 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #79401: Farnesol isomer a Lo T
69 14.60 14.80 15.00 15.20
m/z 302.10 14 .80%
5000 41
93
0 '“‘Nh“‘ﬁ“ul%lﬁ{lsﬁl?ll'1?1|'2?% UL SR UL UL R DAL AN B B
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA_ F\DATA\BF021518\

Data File : BF103027.D

Acq On : 15 Feb 2018 19:37

Operator : SJ/JU

3?22'6 i J1562-03 T-10-STOCKPILE
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_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... 2.15 21.6 ng 1202050 1 6.88 1113470 20.0
2-Pentanone, 4-hy... 5.12 2.4 ng 133942 1 6.88 1113470 20.0
unknown6 .65 6.65 77.5 ng 4314170 1 6.88 1113470 20.0
Hexadecane 9.83 2.8 ng 207387 3 9.92 1460410 20.0
Pentadecane 10.33 2.8 ng 207365 3 9.92 1460410 20.0
Eicosane 11.26 2.1 ng 126399 4 11.40 1220770 20.0
Dibenzo(a, i)pyrene 13.45 2.1 ng 112069 5 14.05 1059210 20.0
1-Docosene 13.87 9.2 ng 488933 5 14.05 1059210 20.0
Squalene 14.88 56.8 ng 2164530 6 15.53 762712 20.0
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