LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102824.D

Aca On : 7 Feb 2018 19:53

Operator : SJ/JU

Sample : J1403-01 2X

Misc :

ALS Vial : 8 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-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 heiaht area % max. total
1 2.134 3 8 15 rVB 209718 266626 11.03% 1.029%
2 5.098 509 512 517 rVB 75035 84352 3.49% 0.326%
3 5.363 554 557 561 rBV2 32772 35452 1.47% 0.137%
4 5.492 572 579 582 rBVY 2671495 2417158 100.00% 9.328%
5 5.728 616 619 627 rVB3 27945 31038 1.28% 0.120%
6 6.410 732 735 737 rBV2 30306 31893 1.32% 0.123%
7 6.504 746 751 758 rBVY 2504215 2271132 93.96% 8.765%
8 6.651 771 776 779 rVV 2420659 2357372 97 .53% 9.098%
9 6.710 783 786 790 rBV2 79933 84148 3.48% 0.325%
10 6.881 812 815 819 rVB 1366137 1130385 46.77% 4.362%
11 6.934 821 824 828 rVB2 35422 31915 1.32% 0.123%
12 7.039 838 842 845 rBVY 1994206 1776460 73.49% 6.856%
13 7.151 858 861 864 rVB2 38015 35601 1.47% 0.137%
14 7.275 877 882 885 rBV2 26556 41793 1.73% 0.161%
15 7.416 900 906 907 rBvV3 34332 40436 1.67% 0.156%
16 7.439 907 910 914 rVV 1646408 1464419 60.58% 5.652%
17 7.469 914 915 920 rVvV 87678 80265 3.32% 0.310%
18 7.528 923 925 928 rVvv2 31230 28736 1.19% 0.111%
19 7.586 928 935 937 rVvv7 14235 29151 1.21% 0.113%
20 7.669 944 949 951 rBV3 27843 44888 1.86% 0.173%
21 7.757 959 964 966 rBV 33983 37418 1.55% 0.144%
22 7.804 970 972 975 rBV2 23524 28273 1.17% 0.109%
23 7.904 986 989 994 rBV5 30359 36357 1.50% 0.140%
24 8.139 1026 1029 1030 rBV 75384 56825 2.35% 0.219%
25 8.163 1030 1033 1040 rvv 1701362 1535138 63.51% 5.924%
26 8.216 1040 1042 1045 rvVv 61422 55030 2.28% 0.212%
27 8.251 1045 1048 1054 rVB5 21305 29350 1.21% 0.113%
28 8.457 1078 1083 1088 rVB5 34036 49642 2.05% 0.192%
29 8.580 1100 1104 1106 rBV 57601 47368 1.96% 0.183%
30 8.751 1130 1133 1137 rBV 65365 59107 2.45% 0.228%
31 8.875 1152 1154 1158 rBV 50787 38277 1.58% 0.148%
32 8.975 1168 1171 1175 rBvV2 53051 53157 2.20% 0.205%
33 9.110 1191 1194 1199 rVB3 28314 32581 1.35% 0.126%
34 9.180 1203 1206 1208 rVB 42258 29386 1.22% 0.113%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102824.D

Aca On : 7 Feb 2018 19:53

Operator : SJ/JU

Sample : J1403-01 2X

Misc :

ALS Vial : 8 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-BF020318.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 9.239 1212 1216 1219 rBV 2412693 2110836 87.33% 8.146%

36 9.316 1226 1229 1232 rBV 94995 74565 3.08% 0.288%
37 9.504 1257 1261 1266 rBV5 27213 37060 1.53% 0.143%
38 9.575 1270 1273 1275 rBV3 45244 43417 1.80% 0.168%
39 9.627 1279 1282 1286 rBvV2 177192 175119 7.24% 0.676%
40 9.692 1291 1293 1296 rBV3 38903 34499 1.43% 0.133%
41 9.780 1304 1308 1311 rBVS5 20487 28359 1.17% 0.109%

42 9.845 1311 1319 1323 rVV 153167 154321 6.38% 0.596%
43 9.922 1328 1332 1336 rBV 1514185 1372387 56.78% 5.296%

44 10.022 1346 1349 1354 rBV7 24572 37034 1.53% 0.143%
45 10.075 1355 1358 1361 rBV3 23759 29125 1.20% 0.112%
46 10.104 1361 1363 1365 rBV2 28105 26412 1.09% 0.102%
47 10.163 1370 1373 1377 rBV3 52507 64462 2.67% 0.249%
48 10.233 1382 1385 1387 rBV3 25121 26244 1.09% 0.101%
49 10.345 1396 1404 1407 rBV 168173 172503 7.14% 0.666%
50 10.469 1418 1425 1428 rBvV4 32333 53940 2.23% 0.208%

51 10.563 1437 1441 1447 rVB 76199 101415 4._.20% 0.391%
52 10.704 1462 1465 1472 rVB 1162900 1047138 43.32% 4.041%
53 10.816 1481 1484 1493 rVB 141993 210517 8.71% 0.812%
54 11.010 1514 1517 1519 rBV2 37202 36037 1.49% 0.139%
55 11.263 1557 1560 1563 rBV 100139 97583 4.04% 0.377%

56 11.292 1563 1565 1571 rVB3 84961 106362 4._.40% 0.410%
57 11.410 1581 1585 1587 rBV 1189606 1117992 46.25% 4_.315%
58 11.427 1587 1588 1595 rVB 122444 126855 5.25% 0.490%

59 11.645 1622 1625 1627 rVB2 35565 35331 1.46% 0.136%
60 11.692 1630 1633 1636 rVB 80546 59098 2.44% 0.228%
61 11.792 1647 1650 1652 rBV2 51470 39169 1.62% 0.151%
62 11.921 1670 1672 1676 rVB4 35077 43082 1.78% 0.166%
63 12.016 1686 1688 1691 rBV2 30658 28461 1.18% 0.110%
64 12.098 1699 1702 1707 rBV 66338 64213 2.66% 0.248%
65 12.380 1748 1750 1753 rBV2 45794 44288 1.83% 0.171%

66 12.486 1765 1768 1773 rBV5 100474 160488 6.64% 0.619%
67 12.621 1788 1791 1794 rVB 109504 95370 3.95% 0.368%
68 12.851 1827 1830 1836 rVB2 121261 161911 6.70% 0.625%
69 12.992 1850 1854 1857 rBV 1459222 1391671 57.57% 5.371%
70 13.557 1948 1950 1953 rBV 95954 82950 3.43% 0.320%

71 13.880 2003 2005 2008 rvB2 151918 153050 6.33% 0.591%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102824.D

Aca On : 7 Feb 2018 19:53

Operator : SJ/JU

Sample : J1403-01 2X

Misc :

ALS Vial : 8 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF020318.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 14.045 2030 2033 2037 rBV 933214 888067 36.74% 3.427%
73 15.533 2282 2286 2296 rVB2 603696 1009269 41.75% 3.895%

Sum of corrected areas: 25911729
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102824.D

Aca On : 7 Feb 2018 19:53

Operator : SJ/JU

Sample : J1403-01 2X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

TIC: BF102824.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102824.D

Aca On : 7 Feb 2018 19:53

Operator : SJ/JU

Sample : J1403-01 2X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.13 4.72 ng 266626 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 35
3 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 32
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
5 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 25

Abundance Scan 7 (2.128 min): BF102824.D (-3) (-) m/z 73.00 100.00%

7B
5000 B8
87

220 230 240 2.50

361 | ‘ . 67| 79 | 95

O e e e e e e e m/z 42.95 39.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 LB L L B LN L LN B
43 55 2.20 2.30 2.40 2.50
87 m/z 54.95 31.60%
. T e erer 101
L B B o o o B A RS B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
73
B N EAN SRS AR
2.20 2.30 2.40 2.50
5000 m/z 87.00 24 .21%
45
0 29 37 53 59 65 80 88
T T e T e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8392: 3-Pentanol, 2,4-dimethyl- R s L
73 2.20 2.30 2.40 2.50
m/z 41.00 14.64%
5000 55
43
27
o \usm‘\ 67, 83 98 115
O aras 111t MMME Tt IMVLA MBS\ S e =iaee
m/z--> 10 40 50 70 80 90 100 110 120 2.20 2.30 2.40 2.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102824.D

Aca On : 7 Feb 2018 19:53

Operator : SJ/JU

Sample : J1403-01 2X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown6.65 Concentration Rank 1

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

6.65 41.71 ng 2357370 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 776 (6.651 min): BF102824.D (-771) (-) m/z 132.00 100.00%
5000 68
2 54 % J " 640 6.60 6.80 7.00
o | (7 e | geus ) m/z 68.00 37.56%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 IR IS L R L
6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 32.75%
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 24.38%
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-propiony! R EREEE s
57 132 6.40 6.60 6.80 7.00
24 m/z 69.00 14 .03%
5000 og M°
o -‘-“‘. 89 | dor ‘-“. 18189
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\BF020718\
Data File : BF102824.D

Aca On : 7 Feb 2018 19:53

Operator : SJ/JU

Sample : J1403-01 2X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 Hexadecane Concentration Rank 9

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

9.85 2.25 ng 154321 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Pentadecane 212 C15H32 000629-62-9 90
3 Tridecane. 4.8-dimethvl- 212 C15H32 055030-62-1 86
4 Tetradecane 198 C14H30 000629-59-4 86
5 Octadecane 254 C18H38 000593-45-3 78

Abundance Scan 1320 (9.851 min): BF102824.D (-1311) (-) m/z 57.00 100.00%
57
43
5000
% 112 127 15 17a o505 1000 1050
o} m/z 43.00 66.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
43
5000 n R L I IR S
g5 9.60 9.80 10.00 10.20
29 m/z 71.00 55.63%
0 ‘ L L w 99 113 127 141 155 169 183 197 226
m/z--> 20 Jo éo 80 100 150 140 160 180 200 220
Abundance
57
43 RN R R N B
71 9.60 9.80 10.00 10.20
5000 g5 m/z 85.05 31.19%
29 9
oL 15 113 127 141 155 169 183 212
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71403: Tridecane, 4,8-dimethyl- B LB i e S
3 57 9.60 9.80 10.00 10.20
m/z 41.00 27 .67%
5000 29 1
85
o L L “ L ‘ | 113 197 11 155 169 183 197 212
m/z--> 20 40 60 80 160 120 140 160 180 200 220 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102824.D

Aca On : 7 Feb 2018 19:53

Operator : SJ/JU

Sample : J1403-01 2X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 6 Tridecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.82 3.77 ng 210517 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Pentadecane 212 C15H32 000629-62-9 90
4 Heptacosane 380 C27H56 000593-49-7 86
5 Tetradecane 198 C14H30 000629-59-4 86
Abundance Scan 1485 (10.822 min): BF102824.D (-1481) (-) m/z 57.00 100.00%
57
5000 a5
3 113 183 10.60 10.80 11.00 11.20
Olrrprrralrthd el b 2 m/Z 43.00  61.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #48835: Tridecane
57
5000 LN BURELN B SULLIL B
85 10. 60 10 80 11. oo 11. 20
29 m/z 71.00 54 _.57%
0 ‘ ‘\ “\ \‘ i | 113 141 184
m/z--> 25 45 eb 85 100 120 140 160 180 200 220 240 260 280 360 350
Abundance
57
10,60 10.80 11.00 11.20 |
5000 m/z 85.05 36.45%

85
29

113 141 169 197 226

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #71393: Pentadecane T
57 10.60 10.80 11.00 11.20
m/z 41.00 22 .33%
5000 85
29
113
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10. 60 10 80 11. OO 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102824.D

Aca On : 7 Feb 2018 19:53

Operator : SJ/JU

Sample : J1403-01 2X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

12.49 2.87 ng 160488 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 76
2 Hexadecane 226 C16H34 000544-76-3 76
3 Tridecane. 2-methvl- 198 C14H30 001560-96-9 68
4 3.5-Dimethvldodecane 198 C14H30 107770-99-0 64
5 Hentriacontane 437 C31H64 000630-04-6 64

Abundance Scan 1769 (12.492 min): BF102824.D (-1765) (-) m/z 57.00 100.00%

g7
43

5000

206

12.20 12.40 12.60 12.80

123 145160174 191

229 252267282

o m/z 43.00 66 .16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129492: Eicosane
57
43
71
5000 LA L L L L LB LB
85 12. 20 12. 40 12. 60 12. 80
29 m/z 71.00 56 .40%
99
oL L 4 )3 1}3127141155169183197211225239253 282
R R A o R Eaas Ko
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
71 T T
12.20 12.40 12.60 12.80
5000 43 85 m/z 55.00 50.21%
99
o 2 118127141 155169183197 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #59889: Tridecane, 2-methyl- I EAmEmEEE RS
43 57 12.20 12.40 12.60 12.80
m/z 85.05 36 .80%
71
5000
85
29
99
0 \‘ h H il “ | 11\3127141155 183198
B A B e AR RRaE REEEE S e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 20 12. 40 12. 60 12. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102824.D

Aca On : 7 Feb 2018 19:53

Operator : SJ/JU

Sample : J1403-01 2X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 4,4"-Bis(tetrahydrothiopyran) Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.85 3.65 ng 161911 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4.47-Bis(tetrahvdrothiopvran) 202 C10H18S2 116196-83-9 92
2 Pvrene 202 C16H10 000129-00-0 76
3 Fluoranthene 202 C16H10 000206-44-0 64
4 Benzene. 1.17-(1.3-butadivne-1.4... 202 C16H10 000886-66-8 52
5 4-Methoxy-naphthalene-1-carboxyl... 202 C12H1003 1000317-85-4 47
Abundance Scan 1830 (12.851 min): BFl(d))2824.D (-1827) (-) m/z 202.05 100.00%
202
5000
Obprrrr b 2Ol e oo 920 | m/z 200.00  23.74%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #62325: 4,4'-Bis(tetrahydrothiopyran)
202

5000
12.60 12.80 13.00 13.20

m/z 201.10 18.73%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
202
R R R N ERRRE R
12.60 12.80 13.00 13.20
5000 m/z 203.05 13.59%
101
ol.29 51 75 122 150 174
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #62827: Fluoranthene e B R R BE R
202 12.60 12.80 13.00 13.20
m/z 101.00 13.51%
5000
0 51 75 d 122 150 174 "
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102824.D

Aca On : 7 Feb 2018 19:53

Operator : SJ/JU

Sample : J1403-01 2X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 Heptacosyl pentafluoropropi... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.88 3.45 ng 153050 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosvl pentafluoropropionate 542 C30H55F502 1000351-81-6 87
2 Dotriacontvl pentafluoropropionate 612 C35H65F502 1000351-81-4 87
3 Tetratriacontvl heptafluorobutvrate 691 C38H69F702 1000351-84-1 87
4 Dotriacontvl trifluoroacetate 562 C34H65F302 1000351-75-4 87
5 Tetratriacontyl trifluoroacetate 591 C36H69F302 1000351-75-3 87
Abundance Scan 2005 (13.880 min): BF102824.D (-2003) (-) m/z 57.00 100.00%
g7
5000 97
SR AR SN S B
38 189 234 13.60 13.80 14.00 14.20
o....,.M...J,l.}.u.,....,....,?‘?E?.:qu.‘?f‘,z.?f.‘? A e m/Z 43.00  77.23%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #238675: Heptacosy! pentafluoropropionate
57
97
5000 LR BN U U SR
13.60 13.80 14.00 14.20
m/z 55.00 61.65%
0 | 4 “ \“ \‘“ \hj 1, ‘ '181 222 264 306 378 423 524
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
57
o7 13.60 13.80 14.00 14.20
5000 m/z 69.00 48._.04%
ol 1% 181 222 264320 362 404 448 493 594
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242758: Tetratriaconty! heptafluorobutyrate N B EE
57 13.60 13.80 14.00 14.20
m/z 97.00 43.88%
97
5000
J] 139 181
ol M1, 397 222 264 306 348 300 432 A T8 S 2
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020718\
Data File : BF102824.D

Acq On : 7 Feb 2018 19:53

Operator : SJ/JU

Sample - J1403-01 2X

Misc :

ALS Vial : 8 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... 2.13 4.7 ng 266626 1 6.88 1130390 20.0
unknown6 .65 6.65 41.7 ng 2357370 1 6.88 1130390 20.0
Hexadecane 9.85 2.3 ng 154321 3 9.92 1372390 20.0
Tridecane 10.82 3.8 ng 210517 4 11.41 1117990 20.0
Eicosane 12.49 2.9 ng 160488 4 11.41 1117990 20.0
4,4 -Bis(tetrahyd... 12.85 3.6 ng 161911 5 14.04 888067 20.0
Heptacosyl pentaf... 13.88 3.5 ng 153050 5 14.04 888067 20.0
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