LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050515\
Data File : BF078935.D

Aca On : 5 May 2015 11:33

Operator : TP/1Z

Sample : 62078-15

Misc :

ALS Vial : 6 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-BF043015.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 1.518 26 29 32 rVB 3830885 4118195 64.51% 3.416%
2 1.655 38 41 44 rVB 177585 308122 4.83% 0.256%
3 1.770 50 51 55 rBv 245882 336414 5.27% 0.279%
4 1.838 55 57 61 rvv 223976 295024 4.62% 0.245%
5 1.907 61 63 87 rVB 1244324 2920014 45.74% 2.422%
6 5.164 346 348 356 rVB 156852 191123 2.99% 0.159%
7 5.656 388 391 393 rBY 1531854 1703734 26.69% 1.413%
8 6.925 498 502 505 rBV2 2549471 4079539 63.90% 3.384%
9 7.085 512 516 519 rBV2 2678547 4814592 75.42% 3.994%
10 7.279 531 533 536 rBY 2643268 3118970 48.86% 2.587%

11 7.382 538 542 544 rVB2 1648086 1989383 31.16% 1.650%
12 7.542 554 556 559 rBV 1552856 1397922 21.90% 1.160%
13 7.862 581 584 587 rBV 539588 633873 9.93% 0.526%
14 7.976 592 594 597 rBV 755511 966003 15.13% 0.801%
15 8.045 597 600 602 rBV 1265093 1091953 17.10% 0.906%

16 8.376 626 629 631 rBV 4313101 4389197 68.75% 3.641%
17 8.468 634 637 639 rBV 1403809 1271110 19.91% 1.054%
18 8.868 669 672 674 rBV 4128520 3880371 60.78% 3.219%
19 8.936 674 678 679 rvVv 600341 771271 12.08% 0.640%
20 8.959 679 680 683 rvB 3846633 3736968 58.54% 3.100%

21 9.622 736 738 741 rBV 2134580 2729385 42.75% 2.264%
22 9.816 753 755 757 rBV 2286380 2178994 34.13% 1.808%
23 10.171 783 786 787 rBV 1240721 1586144 24 .85% 1.316%
24 10.205 787 789 791 rVV 2747820 2415345 37.83% 2.004%
25 10.273 793 795 798 rVB 1824704 2155126 33.76% 1.788%

26 10.936 850 853 855 rVB 2546467 2404541 37.66% 1.995%
27 11.108 866 868 870 rBV 643928 649700 10.18% 0.539%
28 11.154 870 872 874 rVB 5671748 5440800 85.22% 4_.513%
29 11.668 914 917 919 rBV 2801518 3090995 48.42% 2.564%
30 11.794 925 928 931 rBV2 4335950 5983596 93.73% 4.964%

31 12.091 951 954 956 rBV 1291554 1377024 21.57% 1.142%
32 12.411 979 982 984 rBV 2515732 2966285 46.46% 2.461%
33 12.708 1006 1008 1011 rBV 1219551 1401119 21.95% 1.162%
34 12.959 1027 1030 1031 rBV 499973 726905 11.39% 0.603%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050515\
Data File : BF078935.D

Aca On : 5 May 2015 11:33

Operator : TP/1Z

Sample : 62078-15

Misc :

ALS Vial : 6 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.982 1031 1032 1036 rVV 1307940 1213843 19.01% 1.007%

36 13.051 1036 1038 1041 rVB 4479639 4618787 72.35% 3.832%
37 13.702 1092 1095 1097 rBV 2229006 2001099 31.35% 1.660%
38 13.977 1117 1119 1122 rVB 86400 85523 1.34% 0.071%
39 14.468 1159 1162 1164 rBV 3572317 3623138 56.75% 3.006%
40 14.743 1183 1186 1189 rBV 2207899 2917548 45.70% 2.420%

41 14.948 1201 1204 1207 rBV 2424002 2443948 38.28% 2.027%
42 15.577 1256 1259 1261 rBV 3484473 4326371 67.77% 3.589%
43 16.125 1302 1307 1315 rBV2 184756 343684 5.38% 0.285%
44 16.251 1315 1318 1320 rBV2 2943647 4030641 63.14% 3.344%
45 16.297 1320 1322 1325 rVB 4163581 4704792 73.70% 3.903%

46 16.960 1377 1380 1385 rBV 54386 87644 1.37% 0.073%
47 17.120 1391 1394 1396 rBV 2561408 3293334 51.59% 2.732%
48 17.348 1410 1414 1421 rBV3 32451 121926 1.91% 0.101%
49 17.451 1421 1423 1426 rVB 74865 96749 1.52% 0.080%
50 17.623 1434 1438 1441 rBV 3814747 6384069 100.00% 5.296%

51 17.771 1448 1451 1457 rBV 110102 159120 2.49% 0.132%
52 17.977 1466 1469 1472 rBV 1177492 1807561 28.31% 1.499%
53 18.046 1472 1475 1478 rVB 607061 761828 11.93% 0.632%
54 18.640 1524 1527 1530 rBV 68628 119434 1.87% 0.099%
55 18.697 1530 1532 1536 rVV3 33189 77643 1.22% 0.064%

56 19.783 1623 1627 1633 rVB3 35945 123842 1.94% 0.103%
57 20.217 1661 1665 1670 rBV7 21651 84039 1.32% 0.070%

Sum of corrected areas: 120546300
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF050515\
BFO78935.D
5 May 2015 11:33
TP/1Z
G2078-15

6 Sample Multiplier: 1

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050515\
Data File : BF078935.D

Aca On : 5 May 2015 11:33

Operator : TP/1Z

Sample : 62078-15

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 1 Propane, 2,2-dimethoxy- Concentration Rank 1

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

1.52 41.40 ng 4118200 1,4-Dichlorobenzene-d4 7.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 72
2 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 9
3 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
4 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 9
5 1-Hexen-4-ol, 1-chloro-3,5-dimet... 162 C8H15CIO 100244-09-5 9

Abundance Scan 29 (1.518 min): BF078935.D (-26) (-) m/z 73.10 100.00%
73
5000 43
89
S L R L
55 140 160 1.80
o/ S 1 V. U U N m/z 43.05 50.76%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 A R L
140 160 1.80
31 89 m/z 89.10 29.66%
Oy |"2§'“""3§J"“4?|' “?Zl T '|l L I I
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
43
3 140 160 180
5000 m/z 41.05 10.32%
27
59 74
e S S L L L L S S S UL
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2103: Propane, 2-methoxy-2-methyl-
73 140 160 1.80
m/z 45.10 7.87%
5000
57
29 41
0 15 \‘ \“‘\ 50 11 ! 87
LI AL FLEL LN UL SLELELELNS SRR SURLELEL SULALEL SRS UL S AL R L
m/z--> 10 20 30 40 50 60 70 80 90 140 160 1.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050515\
Data File : BF078935.D

Aca On : 5 May 2015 11:33

Operator : TP/1Z

Sample : 62078-15

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 4 Butane, 2-methoxy-2-methyl- Concentration Rank 10

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

1.84 2.97 ng 295024 1,4-Dichlorobenzene-d4 7.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 10
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 57 (1.838 min): BF078935.D (-55) (-) m/z 73.10 100.00%
73
5000
&7 1.60 1.80 2.00 2.20
N NN ORI - NN NN m/z 43.05 31.51%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000
43 1.60 1.80 2.00 2.20
55 87 m/z 55.05 27.07%
0 ?9 35 ‘M‘\ ‘ 67 || 80
I S UL SRR UL SURILL SUREL SULILL IO SO UL B
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance
73
1.60 1.80 2.00 2.20
5000 m/z 87.10 23.74%
45
29
0 39 S a7 101
I S UL SRR UL SURIL UL SULILL IO SULI UL B
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #1966: Silane, tetramethyl- ....,....,..&,....,...
7B 1.60 1.80 2.00 2.20
m/z 41.05 12.09%
5000
43
L2 1 29 36 || 5359 66 | 88
m/z--> O 10 20 30 40 50 60 70 8 90 100 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050515\
Data File : BF078935.D

Aca On : 5 May 2015 11:33

Operator : TP/1Z

Sample : 62078-15

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 7 9,10-Anthracenedione Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.98 2.35 ng 85523 Phenanthrene-d10 12.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.10-Anthracenedione 208 C14H802 000084-65-1 99
2 Benzolclcinnoline 180 C12H8N2 000230-17-1 92
3 9H-Fluoren-9-one 180 C13H80 000486-25-9 70
4 1H-Phenalen-1-one 180 C13H80 000548-39-0 64
5 1,4-Anthracenedione 208 C14H802 000635-12-1 53
Abundance Scan 1119 (13.977 min): BF078935.D (-1117) (-) m/z 180.10 100.00%
152 180 208
5000 76
50 SR B G —
0 | Bl e7es 2 13.60 13.80 14.00 14.20
o} m/z 208.10 97.27%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61654: 9,10-Anthracenedione
152 180 208
5000 76 A
13.60 13.80 14.00 14.20
50 126 m/z 152.10 95.79%
o | P T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
152 180
13.60 13.80 14.00 14.20
5000 m/z 151.10 53.63%
63 76 126
27 39 51 87 102113 139 167
miz-> 20 40 60 8 100 120 140 160 180 200
Abundance #42768: 9H-Fluoren-9-one R E R
180 13.60 13.80 14.00 14.20
m/z 76.10 46.01%
5000 152
63 76
273950 T | 87984y 120 |
m/z--> 2'0 4'0 6|O 8|0 1(')0 150 14'10 1('30 180 2(')0 ! 13.60 13.80 14.00 14.20 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050515\
Data File : BF078935.D

Aca On : 5 May 2015 11:33

Operator : TP/1Z

Sample : 62078-15

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Squalene Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
17.45  2.54ng 96749  Perylene-di2 18.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 saualene 410 C30HS0 007683-64-9 91

1.5.9-Undecatriene. 2.6.10-trime...
.6.10.14.18.22-Tetracosahexaene. ..

192 C14H24
410 C30H50
332 C22H3602

062951-96-6 87
000111-02-4 72
024035-35-6 72

2

32

4 2.6.10.14-Hexadecatetraenoic aci...
56

,10,14-Hexadecatrien-1-ol, 3,7,... 292 C20H360 036237-66-8 72

Abundance Scan 1423 (17.451 min): BF078935.D (-1421) (-) m/z 69.10 100.00%
69 ﬂ
5000
41 IIII|IIII|IIII|IIII|III
149 17.20 17.40 17.60 17.80
175 203 283 341
oLl ---“11“ A As 28 M | m/z 81.10 56.48%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158504: Squalene
69
5000 41 LA L L LB L L B B
17.20 17.40 17.60 17.80
m/z 41.10 25.10%
o b e do o 2190 ssiser  aio
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
41
17.20 17.40 17.60 17.80
5000 m/z 95.10 14.08%
95 123 149 147
e
m/z--> 50 100 150 200 250 300 350 400
Abundance #158520: 2,6,10,14,18,22-Tetracosahexaene, 2,6,10,15,19,23... T
69 17.20 17.40 17.60 17.80
m/z 93.10 12.36%
5000
41
137
o 0 ;1] | 161 191 217 244 273 299 341 367 410
— T e e
m/z--> 50 100 150 200 250 300 350 400 17.20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050515\
Data File : BF078935.D

Aca On : 5 May 2015 11:33

Operator : TP/1Z

Sample : 62078-15

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.77 4.18 ng 159120 Perylene-di12 18.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
3 Octacosane 394 C28H58 000630-02-4 90
4 Tetratetracontane 619 C44H90 007098-22-8 90
5 Triacontane 422 C30H62 000638-68-6 87
Abundance Scan 1451 (17.771 min): BFO78935.D (-1448) (-) m/z 57.10 100.00%
57
>0 i _FJ\_,&-,,~__/L\A,V_,_ﬁ,dﬂ_a
L AR DU AN BV I
113 17.40 17.60 17.80 18.00
155
ol LA 190 183207 st 283 | wjz 71.10  70.95%
m/z--> 50 100 150 200 250 300 350
Abundance #115570: Heneicosane
57
85
5000 R R D SRR ARRR
17.40 17.60 17.80 18.00
m/z 43.10 56.76%
29 113
0 \‘ J ‘\ “\ ‘hw h‘ u‘ { 1?1 169 197 225 253 296
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance
57
17.40 17.60 17.80 18.00
5000 85 m/z 85.10 48.18%
29
0 13 141 159 210 339 266 300
m/z--> 55 160 150 200 250 360 3%0 '
Abundance #155178: Octacosane AN BEaE L e
57 17.40 17.60 17.80 18.00
m/z 55.10 20.71%
- T A/L\J\\/Wkww
29
oLl i L]y 113 141 160 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2%0 360 3%0 ' 1720 1760 1780 1850 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050515\
Data File : BF078935.D

Aca On : 5 May 2015 11:33

Operator : TP/1Z

Sample : 62078-15

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.64 3.14 ng 119434 Perylene-di12 18.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 1527 (18.640 min): BF078935.D (-1524) (-) m/z 57.05 100.00%
57
HEESR BN SUNR SRR B
113 18.40 18.60 18.80 19.00
141 169 207
ol LA AR 200 B 22 2,2 w/z 71.10  68.66%
m/z--> 50 100 150 200 250 300 350
Abundance #107652: Eicosane
57
5000 LRI UL BULRLRE BN SR
85 18. 40 18. 60 18 80 19. oo
29 m/z 43.10 52.08%
ol M Me e
m/z--> 50 100 150 200 250 300 350
Abundance
57
o 1840 18.60 18.80 19.00
5000 m/z 85.10 50.32%
29 113
0 141 169 197 225 253 296
m/z--> 55 160 150 260 2%0 360 3%0 '
Abundance #155178: Octacosane B B B B W tn B
57 18.40 18.60 18.80 19.00
m/z 55.10 19.42%
- i J\Aﬂd\/\\wwwv/\f\fkw\VL/VVVV
29
oLl i L]y 113 141 160 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2%0 360 3%0 ' 1840 1860 1880 1900
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050515\
Data File : BF078935.D

Aca On : 5 May 2015 11:33

Operator : TP/1Z

Sample : 62078-15

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2- Chloropropionic acid, oc... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
18.70 2.04 ng 77643 Perylene-di12 18.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2- Chloropropionic acid. octadec... 360 C21H41CI02 088104-31-8 86
2 3-Eicosene. (E)- 280 C20H40 074685-33-9 86
3 1-Nonadecene 266 C19H38 018435-45-5 72
4 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 68
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 1000283-04-2 62
Abundance Scan 1532 (18.697 min): BF078935.D (-1530) (-) m/z 55.10 100.00%
| w«pﬂxwﬂjv\\“vuﬂwvA
5000
139 rryrrrryrrrryrrTrTTTTrTTTT
15|I | 177 208 283 3‘|‘1 18.40 18.60 18.80 19.00 |
0 st m/z 97.10 96.84%
m/z--> 50 100 150 200 250 300 350
Abundance #144923: 2- Chloropropionic acid, octadecyl ester
57 83
5000 111 LA L L L L L L LB
18.40 18.60 18.80 19.00
2 - m/z 57.10 92.40%
139 5
ol w‘ml‘\ﬂh\ ul h\ﬂ\lm}68 194 224 — ?97- 390
m/z--> 50 200 250 300 350
Abundance
57
83 SRR SRR SRR
18.40 18.60 18.80 19.00
5000 m/z 43.05 90.84%
29 111
o 139 167 196 224 252 280
m/z--> 50 100 150 200 250 300 350
Abundance #98171: 1-Nonadecene A BEmaE B B
4 o7 18.40 18.60 18.80 19.00
69 m/z 69.10 80.40%
5000
125
o | “ J | h 194 182 210 238 266
m/z--> 50 100 150 200 250 300 350 18.40 18.60 18.80 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050515\
Data File : BF078935.D

Aca On : 5 May 2015 11:33

Operator : TP/1Z

Sample : 62078-15

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Octadecane, l1-chloro- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.78 3.25 ng 123842 Perylene-d12 18.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 1-chloro- 288 C18H37ClI 003386-33-2 59
2 Tetracosane. l1l-bromo- 416 C24H49Br 006946-24-3 59
3 Tricosane 324 C23H48 000638-67-5 53
4 Triacontane 422 C30H62 000638-68-6 53
5 Nonacosane 408 C29H60 000630-03-5 53
Abundance Scan 1627 (19.783 min): BF078935.D (-1623) (-) m/z 57.10 100.00%
57
5000 85 “\JJ/\VVW’“JJ/\N/\/\‘vf\Jﬁ“
10134 175 204 283 355 452 19,40 19.60 19.80 20.00
ol Al m/z 71.10 82.32%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #110992: Octadecane, 1-chloro-
57
5000 85 LN BN DU SR
mmmmmmmm
m/z 43.10 58.40%
29
m/z--> 50 150 200 250 360 3éo 460 4%0
Abundance
57
10,40 19.60 19.80 20.00
5000 g5 m/z 85.10 43.18%
29 113135 337
0 161183 225 253 281303 375 416
m/z--> 55 160 1%0 260 250 360 3éo 460 4%0
Abundance #130017: Tricosane A REmaE EESE TS
57 19.40 19.60 19.80 20.00
m/z 69.10 33.39%
5000 85 «m\f/\AAffVJJ/\VAV“Vk\AfJKJ
oL LI e 200 297 225 250 51
m/z--> 55 160 1%0 260 2éo 360 3éo 460 4%0 1940 1960 1980 2000 '

8270-BF043015.M Wed May 06 12:44:30 2015 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050515\
Data File : BF078935.D

Aca On : 5 May 2015 11:33

Operator : TP/1Z

Sample : 62078-15

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown20.22 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
20.22 2.21 ng 84039 Perylene-di12 18.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Allopreanane-3.beta..7.alpha.-di... 334 C21H3403 000566-20-1 22
2 5-t-Butvl-hexa-3.5-dien-2-one 152 C10H160 1000192-56-4 22
3 4.4-Dimethvl-2-propenvilcvclopent... 152 C10H160 068261-88-1 22
4 2.4.6-Octatrien-1-ol. 3.7-dimeth... 152 C10H160 089155-85-1 22
5 Camphor 152 C10H160 000076-22-2 14
Abundance Scan 1665 (20.217 min): BF078935.D (-1661) (-) m/z 40.00 100.00%
M[MM\A/\,M\/\/W
95 145
5000 a7
120 179 213 360
341 e
283 19.80 20.00 20.20 20.40 20.60
o R Ll Tm/z 43.10  89.56%
m/z--> 50 100 150 200 250 300 350
Abundance #134793: Allopregnane-3.beta.,7.alpha.-diol-20-one
43
5000 ABAUNABSUNRERA BB

19. 80 20. OO 20 20 20. 40 20. 60
m/z 145.10 64 .79%

81
107 178 316
oLl T3, 2O Pa06%8 246 274 298717584
m/z--> 50 100 150 200 250 300 350
Abundance
43
95 19.80 20.00 20.20 20.40 20.60
5000 137 m/z 95.05 64 .48%
67
0 26 119 155
m/z--> 50 100 150 200 250 300 350
Abundance #24068: 4,4-Dimethyl-2-propenylcyclopentanone A BEmasEEan S
95 19.80 20.00 20.20 20.40 20.60
68 m/z 107.05 62.18%
152
5000
m/z--> 50 100 150 200 250 300 350 19.80 20.00 20 20 20. 40 20.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050515\
Data File : BF078935.D

Acq On : 5 May 2015 11:33

Operator : TP/1Z

Sample : G2078-15

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.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]
Propane, 2,2-dime... 1.52 41.4 ng 4118200 1 7.36 1989380 20.0
Butane, 2-methoxy... 1.84 3.0 ng 295024 1 7.36 1989380 20.0
9,10-Anthracenedione 13.98 2.4 ng 85523 4 12.96 726905 20.0
Squalene 17.45 2.5 ng 96749 6 18.05 761828 20.0
Heneicosane 17.77 4.2 ng 159120 6 18.05 761828 20.0
Eicosane 18.64 3.1 ng 119434 6 18.05 761828 20.0
2- Chloropropioni... 18.70 2.0 ng 77643 6 18.05 761828 20.0
Octadecane, 1-chl... 19.78 3.3 ng 123842 6 18.05 761828 20.0
unknown20.22 20.22 2.2 ng 84039 6 18.05 761828 20.0
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