LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092517\
Data File : BF098806.D

Aca On : 26 Sep 2017 2:17

Operator : SJ/JU

Sample : 15362-03

Misc :

ALS Vial : 22 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-BF092317.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 2.198 15 19 26 rvB 53220 75740 2.00% 0.185%
2 5.139 515 519 532 rVB 500934 650267 17.14% 1.586%
3 5.533 578 586 589 rBY 3291131 3392432 89.41% 8.275%
4 6.539 751 757 760 rBY 3185694 3500593 92.26% 8.539%
5 6.686 777 782 785 rBVY 3539986 3513607 92.60% 8.571%
6 6.745 788 792 795 rBV 46247 44834 1.18% 0.109%
7 6.916 817 821 824 rVB 1210920 976488 25.74% 2.382%
8 7.074 843 848 851 rBVY 2808492 2667485 70.30% 6.507%
9 7.474 911 916 919 rBVY 2133754 2221034 58.54% 5.418%
10 7.545 925 928 934 rVB2 45014 49157 1.30% 0.120%
11 8.198 1035 1039 1041 rBV 1543113 1320646 34.81% 3.221%
12 8.215 1041 1042 1045 rVB 141464 87440 2.30% 0.213%
13 8.468 1082 1085 1090 rBV3 37861 40412 1.07% 0.099%
14 8.904 1156 1159 1162 rVB 86734 69457 1.83% 0.169%
15 9.004 1173 1176 1180 rBV 68720 58990 1.55% 0.144%
16 9.268 1216 1221 1225 rBV 3842708 3794240 100.00% 9.255%
17 9.345 1231 1234 1236 rBvV2 54547 48070 1.27% 0.117%
18 9.527 1262 1265 1269 rVB2 38582 47552 1.25% 0.116%
19 9.604 1276 1278 1281 rBV 62850 64959 1.71% 0.158%
20 9.662 1285 1288 1291 rVB 582202 496596 13.09% 1.211%
21 9.809 1310 1313 1316 rBV 99377 80792 2.13% 0.197%
22 9.874 1319 1324 1326 rVB 78912 67511 1.78% 0.165%
23 9.951 1328 1337 1340 rBVvV2 1683402 1469934 38.74% 3.586%
24 9.980 1340 1342 1345 rVB 83223 71143 1.88% 0.174%
25 10.151 1365 1371 1375 rVB 101691 110921 2.92% 0.271%
26 10.192 1375 1378 1382 rVB3 48484 44378 1.17% 0.108%
27 10.262 1387 1390 1392 rBV3 47359 48119 1.27% 0.117%
28 10.356 1402 1406 1407 rBV3 52855 65240 1.72% 0.159%
29 10.374 1407 1409 1412 rVB 143415 104008 2.74% 0.254%
30 10.498 1426 1430 1435 rVB2 79557 92203 2.43% 0.225%
31 10.592 1442 1446 1448 rBV 45144 60411 1.59% 0.147%
32 10.651 1452 1456 1459 rBV3 41675 46654 1.23% 0.114%

33 10.739 1467 1471 1474 rVB 2099486 1955128 51.53% 4._.769%
34 10.845 1486 1489 1495 rBV 179451 251070 6.62% 0.612%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092517\
Data File : BF098806.D

Aca On : 26 Sep 2017 2:17

Operator : SJ/JU

Sample : 15362-03

Misc :

ALS Vial : 22 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-BF092317 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 10.933 1502 1504 1508 rBvV4 26457 39630 1.04% 0.097%
36 11.039 1518 1522 1525 rBV4 45130 66655 1.76% 0.163%
37 11.168 1540 1544 1546 rBvV4 49075 58287 1.54% 0.142%
38 11.192 1546 1548 1553 rVV5 47786 69099 1.82% 0.169%
39 11.239 1553 1556 1559 rVv2 57874 62657 1.65% 0.153%

40 11.292 1561 1565 1568 rVvVv2 156224 166493 4_.39% 0.406%

41 11.327 1568 1571 1577 rVB3 64935 100809 2.66% 0.246%
42 11.439 1586 1590 1592 rBV 1487797 1282651 33.81% 3.129%
43 11.462 1592 1594 1597 rVvV 485265 387438 10.21% 0.945%
44 11.509 1600 1602 1605 rVB 167649 132022 3.48% 0.322%

45 11.662 1626 1628 1634 rBV3 30375 43648 1.15% 0.106%
46 11.721 1635 1638 1642 rVB2 87214 83763 2.21% 0.204%
47 11.956 1672 1678 1685 rBV2 217028 392086 10.33% 0.956%
48 12.015 1685 1688 1690 rBVY 56380 58425 1.54% 0.143%

49 12.050 1690 1694 1696 rBV2 147609 161419 4._.25% 0.394%
50 12.127 1704 1707 1712 rBV2 99979 116097 3.06% 0.283%

51 12.233 1722 1725 1727 rBV 86231 67789 1.79% 0.165%
52 12.380 1748 1750 1753 rVB2 58814 50617 1.33% 0.123%
53 12.415 1753 1756 1758 rBV2 39754 39844 1.05% 0.097%
54 12.486 1766 1768 1771 rBV 86341 82271 2.17% 0.201%
55 12.515 1771 1773 1777 rVV3 98023 103583 2.73% 0.253%
56 12.574 1781 1783 1788 rBV3 56843 70229 1.85% 0.171%
57 12.650 1793 1796 1800 rBV 891714 726300 19.14% 1.772%
58 12.745 1809 1812 1815 rBV 53491 59551 1.57% 0.145%

59 12.833 1824 1827 1830 rBV 243758 183280 4._.83% 0.447%
60 12.880 1830 1835 1842 rBV 812769 858003 22.61% 2.093%

61 13.021 1855 1859 1866 rVB 2769879 2578364 67.95% 6.289%
62 13.097 1868 1872 1876 rBvV4 68718 119414 3.15% 0.291%

63 13.180 1884 1886 1888 rBV3 43009 46864 1.24% 0.114%
64 13.203 1888 1890 1894 rVB 124398 123028 3.24% 0.300%
65 13.245 1894 1897 1899 rBV 87795 80684 2.13% 0.197%
66 13.274 1899 1902 1905 rVvVv 93028 73688 1.94% 0.180%
67 13.309 1905 1908 1911 rVVv2 91005 92711 2.44% 0.226%
68 13.403 1922 1924 1926 rVB 53994 39391 1.04% 0.096%
69 13.433 1927 1929 1932 rVB 61713 51386 1.35% 0.125%
70 13.539 1945 1947 1950 rVB 138390 95661 2.52% 0.233%
71 13.586 1952 1955 1957 rBV 93123 86764 2.29% 0.212%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092517\
Data File : BF098806.D

Aca On : 26 Sep 2017 2:17

Operator : SJ/JU

Sample : 15362-03

Misc :

ALS Vial : 22 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-BF092317 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
72 13.709 1974 1976 1981 rVB 74401 84956 2.24% 0.207%

73 13.903 2006 2009 2016 rVB4 411624 452721 11.93% 1.104%
74 14.074 2034 2038 2041 rBV2 987373 1234606 32.54% 3.012%
75 14.103 2041 2043 2049 rVB 365294 332477 8.76% 0.811%

76 14.539 2114 2117 2122 rVB3 146965 193740 5.11% 0.473%
77 15.127 2213 2217 2220 rBV 323481 485374 12.79% 1.184%
78 15.191 2226 2228 2231 rBV2 97100 103521 2.73% 0.253%
79 15.438 2267 2270 2277 rVB 222878 276924 7.30% 0.676%
80 15.503 2277 2281 2287 rBV 293007 373213 9.84% 0.910%

81 15.574 2288 2293 2304 rVB2 625975 1019341 26.87% 2.487%

Sum of corrected areas: 40994985
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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:\HPCHEMI\BNA F\DATA\BF092517\

BF098806.D

26 Sep 2017 2:17

SJ/Ju

15362-03

22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF098806.D
6.69

5.53 6.54

7.07

7.47

5.14

Jrss

OM
Time-->

5.00

7.50

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF098806.D

13.02

10.74

9.95

12.6512.88

2 g7 8.9100

AV
LI B T T T T

O

Time--> 8.00

11.50 12.00 12.50

13.00

| I T
8.50 9.00 9.50 10.00 10.50 11.00

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

5000003,

0

TIC: BF098806.D

Time-->

14.00

18.50 19.00

17.00 17.50 18.00

14.50 15.00

15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092517\
Data File : BF098806.D

Aca On : 26 Sep 2017 2:17

Operator : SJ/JU

Sample : 15362-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
514 13.32ng 650267  1,4-Dichlorobenzene-da 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-d-methyl- 116 C6H1202 000123-42-2 45

2 3-Hexanol. 4-methvl- 116 C7H160
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2

000615-29-2 33
000540-88-5 28
001116-98-9 25

5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 23
Abundance Scan 519 (5.139 min): BF098806.D (-515) (-) m/z 43.00 100.00%
43.0
59.0
5000
1o 480 500 520 540
83.0 - - - =
..,....,....,....','n..,..~.'!,...6?-,9...,.~...,...:,|...1.1,1.-.1.., m/z 59.00 56.17%
m/z--> 10 200 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LI L L L B BB L L LN A |
59.0 4.80 5.00 520 5.0
m/z 101.00 18.87%
\?]-‘.0 L L 83.0 10%.0
I o o o L L B e e e R
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
R EEEEEE s R
480 5.00 5.20 5.40
5000 41.0 m/z 58.00 15.74%
31.0
69.0 87.0
15.0 50.0 98.0
L o o o e e e e EAEEREEEEE
m/z--> 10 200 30 40 50 60 70 80 90 100 110
Abundance #8205: Acetic acid, 1,1-dimethylethyl ester R R e A B
43.0 480 5.00 5.20 5.40
m/z 41.00 8.88%
5000 57.0
29.0
‘ 101.0
! ‘ ‘ 78.0 \
T T T T P T e e e
m/z--> 10 200 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092517\
Data File : BF098806.D

Aca On : 26 Sep 2017 2:17

Operator : SJ/JU

Sample : 15362-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 unknown6.69 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
6.69 71.96 ng 3513610 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 35
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 783 (6.692 min): BF098806.D (-777) (-) m/z 131.95 100.00%
131.9
5000
68.0
R L R
401 54.0 00 4o J 6.40 6.60 6.80 7.00
A N 5 N | N m/z 134.00  34.20%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
w000 i ok o o
41.0 97.0 : ; : c
‘ ‘ 117.0 m/z 68.00 28.57%
.0 W
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
69.0 SRS S
104.0 6.40 6.60 6.80 7.00
5000 m/z 66.00 18.60%
31.0 51.0
— T T T T T T T
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! B R e S
57.0 132.0 6.40 6.60 6.80 7.00
m/z 96.00 11.75%
74.0
116.0
5000 98.0
e o wsso
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 : Z:\HPCHEM1\BNA F\DATA\BF092517\
Data File : BF098806.D

Aca On : 26 Sep 2017 2:17

Operator : SJ/JU

Sample : 15362-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Heptadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.84 3.91 ng 251070 Phenanthrene-d10 11.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Tetradecane 198 C14H30 000629-59-4 87
3 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 80
4 Pentadecane 212 C15H32 000629-62-9 64
5 Hexadecane 226 Cl16H34 000544-76-3 64

Abundance Scan 1488 (10.839 min): BF098806.D (-1486) (-) m/z 57.05 100.00%

57.0

5000

1131 1350 167.0 1950 10.60 10.80 11.00 11.20

39
m/z 43.05 77 .56%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94345: Heptadecane
57.0
5000 IIII|IIIIIIIIIIIIIII
85.0 10.60 10.80 11.00 11.20
29.0 m/z 71.10 56.70%
ol M0 1410 1600 1960 240.0
B o R B B R R R B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57.0
e R
10.60 10.80 11.00 11.20
5000 85.0 m/z 85.05 37.86%
29.0
113.0 141.0 169.0 198.0
R o e A B A ABRAREA EAT LS o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83051: Dodecane, 2-methyl-6-propyl- e i B e
57.0 10.60 10.80 11.00 11.20
m/z 41.00 29.38%
5000 85.0
140.0
39 L 1130 7 182.0 5050 226.0
R A o R s B B EaammEs e b RREmE EE e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092517\
Data File : BF098806.D

Aca On : 26 Sep 2017 2:17

Operator : SJ/JU

Sample : 15362-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Tetracosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.29 2.60 ng 166493 Phenanthrene-d10 11.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 68
2 Tetradecane 198 C14H30 000629-59-4 68
3 Octacosane 394 C28H58 000630-02-4 68
4 Heptacosane 380 C27H56 000593-49-7 64
5 Hexadecane 226 C16H34 000544-76-3 64
Abundance Scan 1565 (11.292 min): BF098806.D (-1561) (-) m/z 57.10 100.00%
57.1
5000
90 11 "11/60 1120 1140 1160
- m/z 43.05 66.77%
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57.0
5000 A AR SR BN B
11.00 11.20 11.40 11.60
m/z 71.10 62 .39%
99.0
ZQOL h | |/, 1410 183.0 2250 267.0 309.0338.0
m/z--> 55 160 1%0 260 250 360 3éo
Abundance
57.0
111,00 11,20 1140 11.60
5000 m/z 85.10 41 .54%
27.0 99.0 1410 198.0
m/z--> - '55' - 160" ' iéo" "260" "250" ' 560" ' ééd L
Abundance #209566: Octacosane e A AR R
57.0 11.00 11.20 11.40 11.60
m/z 41.05 33.34%
5000
99.0
27,0 ] | |y, 141.0 1830 2250 281.0 337.0 394.0
m/z--> 5'0 1(')0 1&1;0 2(')0 250 3(')0 3&'30 ' 11.'00 11.'20 11.'40 11.|60

8270-BF092317.M Tue Sep 26 14:35:03 2017 Page: 8



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092517\
Data File : BF098806.D

Aca On : 26 Sep 2017 2:17

Operator : SJ/JU

Sample : 15362-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.96 6.11 ng 392086 Phenanthrene-d10 11.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 64
4 Undecanoic acid 186 C11H2202 000112-37-8 64
5 Dodecanoic acid 200 C12H2402 000143-07-7 53

Abundance Scan 1679 (11.962 min): BF098806.D (- 1672) ) m/z 192.05 100.00%

5000

11.60 11.80 12.00 12.20
m/z 191.10 55.16%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid

5000 129.0
83.0 11.60 11.80 12.00 12.20
. 0
1570 1gso 2130 2560 | M/Z 189.05 ~ 25.63%
‘\ alfll

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

Abundance
73.0
43.0 11.60 11.80 12.00 12.20
5000 129.0 m/z 165.05 15.89%
171.0
970 214.0
152.0
AR B e S e R BARAE RARES RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95855: Pentadecanoic acid R AR EEEEE T
43.0 73.0 11.60 11.80 12.00 12.20
m/z 190.05 15.25%
5000 129.0

AN
LI L L L L

[
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092517\
Data File : BF098806.D

Aca On : 26 Sep 2017 2:17

Operator : SJ/JU

Sample : 15362-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.05 2.52 ng 161419 Phenanthrene-d10 11.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 70
2 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 40
3 Benzene. 1.1"-(2-cvclopropen-1-v... 192 C15H12 022825-21-4 22
4 8.9-Dihvdrocvclopentaldeflphenan... 192 C15H12 027410-55-5 20
5 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 18

Abundance Scan 1694 (12.050 min): BF098806.D (-1690) (-) m/z 190.10 100.00%
190.1
5000
165.0 LN 1500 1990 19040
11.80 12.00 12.20 12.40
1161 138.1 m/z 189.05  94.52%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
T LJWV‘
5000 _!'?‘V?ﬁ'r‘rj\]vl—'/\Jrv—v—v—v—rﬁ—v—v—rv—v—r
94.0 11.80 12.00 12.20 12.40
‘ m/z 192.10 68.06%
390 630 || 1100 1370 1630
m/z--> ﬁo Jo éo 50 160 150 1&0 1é0 1éo 260 250
Abundance
189.0
11.80 12.00 12.20 12.40
m/z 191.05 52.73%
5000
94.0
P"'I'”'I""P"'I'”'I""P";G%p”l"'W""I”
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54762: Benzene, 1,1'-(2-cyclopropen-1-ylidene)bis- = e e T
192.0 11.80 12.00 12.20 12.40
m/z 94.60 29.46%
5000
165.0
115.0
w0 0 w0 " ||
] | 1y (T TIT A I | \ Nl 1l
m/z--> 2'0 4'0 6|0 8|0 1(')0 12'0 14'10 1('30 180 2(')0 250 11.|80 12.'00 12.'20 12.'40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092517\
Data File : BF098806.D

Aca On : 26 Sep 2017 2:17

Operator : SJ/JU

Sample : 15362-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 5-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.90 7.33 ng 452721 Chrysene-di12 14.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 95
2 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 91
3 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 91
4 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 91
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 91
Abundance Scan 2008 (13.897 min): BF098806.D (-2006) (-) m/z 55.00 100.00%
54,0
83.1
5000 AﬂRJLvadﬂﬂ”NAhw_,wyvmﬂﬁﬂww
LSRN U BN B
139.1 234.0 13.60 13.80 14.00 14.20
166.1 207.1 276.1304.2 342.1 /7 B7.10 94 _26%
m/z--> 50 100 150 200 250 300 350
Abundance #127769: 5-Eicosene, (E)-
55.0
83.0
5000 LSRN U BN B
13.60 13.80 14.00 14.20
111.0 m/z 43.10 87.30%
270 L | 139.0167.0 19602230 252.0280.0
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
97.0 LR PN UL BN B
13.60 13.80 14.00 14.20
5000 m/z 83.10 79.77%
29.0 125.0
154.0182.0210.0 o559 356.0
m/z--> 50 100 150 200 250 300 350
Abundance #207396: Bromoacetic acid, octadecyl ester A Emma s e
43.0 13.60 13.80 14.00 14.20
0
83.0 m/z 69.00 77 .46%
5000
111.0
139.0
o, 1810 22202500 5970
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF092517\
Data File : BF098806.D

Acq On : 26 Sep 2017 2:17

Operator : SJ/JU

Sample - 15362-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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]
2-Pentanone, 4-hy... 5.14 13.3 ng 650267 1 6.92 976488 20.0
unknown6 .69 6.69 72.0 ng 3513610 1 6.92 976488 20.0
Heptadecane 10.84 3.9 ng 251070 4 11.44 1282650 20.0
Tetracosane 11.29 2.6 ng 166493 4 11.44 1282650 20.0
n-Hexadecanoic acid 11.96 6.1 ng 392086 4 11.44 1282650 20.0
4H-Cyclopenta[def... 12.05 2.5 ng 161419 4 11.44 1282650 20.0
5-Eicosene, (E)- 13.90 7.3 ng 452721 5 14.08 1234610 20.0
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