LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050615\
Data File : BF078972.D

Aca On : 6 May 2015 20:50

Operator : TP/1Z

Sample : 62035-07

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-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 1.495 24 27 29 rVB 4468395 5800836 100.00% 15.572%
2 1.633 36 39 43 rVB 159384 257821 4._.44% 0.692%
3 1.770 49 51 53 rBv 226508 387905 6.69% 1.041%
4 1.815 53 55 60 rvB 157462 241575 4.16% 0.649%
5 1.895 60 62 104 rVB 2260657 4215965 72.68% 11.318%
6 5.153 345 347 352 rVB 173688 238745 4.12% 0.641%
7 5.644 387 390 393 rVB 1264513 1257726 21.68% 3.376%
8 6.902 497 500 502 rBVY 1555170 1397062 24.08% 3.750%
9 7.062 511 514 516 rBVY 1350897 1401524 24.16% 3.762%
10 7.347 537 539 542 rBV 413870 384691 6.63% 1.033%

11 7.530 553 555 558 rBvV 789215 1011800 17.44% 2.716%
12 7.850 581 583 586 rBvV 271258 307601 5.30% 0.826%
13 8.033 597 599 601 rBvV 691579 805533 13.89% 2.162%
14 8.925 675 677 682 rVB 652400 597314 10.30% 1.603%
15 10.273 792 795 797 rVB 1692088 1614887 27.84% 4 _.335%

16 10.399 802 806 809 rBv2 38263 62268 1.07% 0.167%
17 10.582 820 822 825 rBV2 41929 61417 1.06% 0.165%
18 10.776 837 839 842 rBV 82636 92631 1.60% 0.249%
19 11.051 859 863 865 rvB2 30194 60066 1.04% 0.161%

20 11.108 865 868 870 rBvV 523367 673177 11.60% 1.807%

21 11.576 896 909 911 rBv2 305738 1659342 28.61% 4._.455%
22 11.679 917 918 924 rVB 166049 246062 4.24% 0.661%
23 12.079 951 953 956 rVB2 974644 1188503 20.49% 3.191%
24 12.216 963 965 966 rBV 45427 59357 1.02% 0.159%
25 12.274 966 970 974 rvv2 153462 216437 3.73% 0.581%

26 12.376 977 979 982 rVB2 51673 68909 1.19% 0.185%
27 12.834 1016 1019 1021 rBV 414888 397444 6.85% 1.067%
28 12.948 1027 1029 1033 rBV 690466 957491 16.51% 2.570%
29 13.074 1038 1040 1044 rVvv2 56622 120838 2.08% 0.324%
30 13.245 1047 1055 1062 rvv4 85480 500003 8.62% 1.342%

31 13.371 1064 1066 1069 rVvVv 94792 114569 1.98% 0.308%
32 13.497 1075 1077 1080 rVB2 52180 69524 1.20% 0.187%
33 13.657 1089 1091 1093 rBV3 44822 81963 1.41% 0.220%
34 13.885 1109 1111 1114 rBV2 75313 169247 2.92% 0.454%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050615\
Data File : BF078972.D

Aca On : 6 May 2015 20:50

Operator : TP/1Z

Sample : 62035-07

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

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

Method
Title

35 14.034 1122 1124 1125 rBV 122919 152229 2.62% 0.409%

36 14.160 1132 1135 1136 rBV 193062 360318 6.21% 0.967%
37 14.537 1166 1168 1176 rVB2 1096028 2052235 35.38% 5.509%
38 14.765 1184 1188 1190 rVB2 188817 365263 6.30% 0.981%
39 14.948 1201 1204 1207 rVB 1845371 1824602 31.45% 4._.898%
40 15.280 1231 1233 1236 rVB2 105300 116151 2.00% 0.312%

41 15.657 1263 1266 1268 rBVY 125093 163462 2.82% 0.439%
42 15.714 1269 1271 1272 rVB 88343 97334 1.68% 0.261%
43 16.114 1304 1306 1312 rVB3 314199 454576 7.84% 1.220%
44 16.251 1315 1318 1320 rBVY 819324 1013033 17.46% 2.720%
45 16.537 1341 1343 1348 rVB2 124154 184011 3.17% 0.494%

46 16.948 1376 1379 1383 rVB2 219389 373966 6.45% 1.004%
47 17.337 1411 1413 1416 rVB 72375 80744 1.39% 0.217%
48 17.554 1430 1432 1439 rBV 126461 317482 5.47% 0.852%
49 17.760 1445 1450 1454 rBV2 116127 415598 7.16% 1.116%
50 18.011 1470 1472 1475 rVB 671018 852287 14.69% 2.288%

51 18.594 1521 1523 1526 rBV 103732 156032 2.69% 0.419%
52 18.777 1536 1539 1548 rVB7 183281 612416 10.56% 1.644%
53 20.160 1657 1660 1663 rBV2 167619 421923 7.27% 1.133%
54 20.263 1667 1669 1673 rVB2 180551 363697 6.27% 0.976%
55 20.880 1720 1723 1727 rBV 62650 153096 2.64% 0.411%

Sum of corrected areas: 37250688
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050615\
Data File : BF078972.D

Aca On : 6 May 2015 20:50

Operator : TP/1Z

Sample : 62035-07

Misc :

ALS Vial : 22 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

Abundance TIC: BFO78972.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050615\
Data File : BF078972.D

Aca On : 6 May 2015 20:50

Operator : TP/1Z

Sample : 62035-07

Misc :

ALS Vial : 22 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 unknownl.50 Concentration Rank 1

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

1.50 301.58 ng 5800840 1,4-Dichlorobenzene-d4 7.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 38
2 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
3 1-Hexen-4-ol. 1-chloro-3.5-dimet... 162 C8H15CIO 100244-09-5 9
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 9
5 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 9

Abundance Scan 27 (1.495 min): BF078972.D (-24) (-) m/z 73.10 100.00%
B
5000 43
89
- 140 160 180
N m/z 43.10  47.90%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 LI L -(\‘T--
140 160 1.80
a1 89 m/z 89.10 30.99%
'W'th“MLm”'El'”ﬂlhﬁ'“i'“ﬁ'”ﬁ'”'P“'P”'P”'P”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
73
140 160 180
5000 m/z 41.05 9.63%
41
- 57
50
mﬁwﬁwﬁmﬁmﬁ
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #31005: 1-Hexen-4-ol, 1-chloro-3,5-dimethyl-
7 140 160 1.80
m/z 45.10 7.61%
5000 55
43
27 35,0, || 65 | 81 89 102109 119 129137145

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 140 160 1.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050615\
Data File : BF078972.D

Aca On : 6 May 2015 20:50

Operator : TP/1Z

Sample : 62035-07

Misc :

ALS Vial : 22 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.

1.82 12.56 ng 241575 1,4-Dichlorobenzene-d4 7.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 N-EthvIformamide 73 C3H7NO 000627-45-2 9
3 Silane. ethvitrimethvl- 102 C5H14Si 003439-38-1 9
4 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 9
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 9

Abundance Scan 55 (1.815 min): BF078972.D (-53) (-) m/z 73.10 100.00%
73
5000
55 87 L
41 1.40 1.60 1.80 2.00 2.20
S P AN OVSSNIN. 1 I NN m/z 55.10 26.48%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000
43 1.40 1.60 1.80 2.00 2.20
55 87 m/z 87.10 24.83%
29
"'w"'w"'w?g'w"'w"'w'§?w"'w"'w"'w"'w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
30
& RS R L L
140 1.60 1.80 2.00 2.20
5000 m/z 41.05 12.15%
44 58
18
38
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4305: Silane, ethyltrimethyl-
7B 140 1.60 1.80 2.00 2.20
m/z 71.10 11.69%
5000 59
87
43
29 || 53 | 67 | 102
m/z--> 10 20 30 40 50 60 70 8 90 100 110 140 160 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050615\
Data File : BF078972.D

Aca On : 6 May 2015 20:50

Operator : TP/1Z

Sample : 62035-07

Misc :

ALS Vial : 22 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 6 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 11

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

5.15 12.41 ng 238745 1,4-Dichlorobenzene-d4 7.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 32
3 Morpholine. 4-methvl- 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 347 (5.153 min): BF078972.D (-345) (-) m/z 43.10 100.00%
43
59
5000
101 IS SARAE SRR RS RN
51 | 83 | 480 5.00 5.20 5.40
S RSN m/z 59.10 55.99%
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 AL UL IS UL B
59 480 500 520 540
m/z 101.10 19.40%
15 31 101
‘ \M‘ Ll 51 \‘ 83 Il ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540
5000 M m/z 58.10 16.81%
68
50 126 142
mﬁwﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3993: Morpholine, 4—methy|— LI L L L L B L
43 480 5.00 5.20 5.40
m/z 41.05 8.47%
5000
101
15
27 & ‘
“'v‘“v'mw““N“'WH'W'“W'“'wgﬁw'“i““l“'WH'W“'W'”W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050615\
Data File : BF078972.D

Aca On : 6 May 2015 20:50

Operator : TP/1Z

Sample : 62035-07

Misc :

ALS Vial : 22 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 unknown7.06 Concentration Rank 3

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

7.06 72.86 ng 1401520 1,4-Dichlorobenzene-d4 7.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 514 (7.062 min): BF078972.D (-511) (-) m/z 132.00 100.00%
5000
68
40 % 680 7.00 7.20 7.40
54 75 103 - - - -
e L e B g | Sl 15 e w/z 68.10  34.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 R I AL L I
6.80 7.00 7.20 7.40
78 m/z 134.00 33.29%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
680 7.00 7.20 7.40
5000 67 m/z 66.10 22.07%
41 97
53 2 117
34 60 89 105 124
wwmwﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole  EEmma e o e e  RRRE
132 6.80 7.00 7.20 7.40
m/z 69.10 13.92%
5000
104
66
14 27 37445158 P 7T g9 97 || 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050615\
Data File : BF078972.D

Aca On : 6 May 2015 20:50

Operator : TP/1Z

Sample : 62035-07

Misc :

ALS Vial : 22 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 Pentadecane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.68 7.31 ng 246062 Acenaphthene-d10 11.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Tetradecane 198 C14H30 000629-59-4 90
3 Hexadecane 226 C16H34 000544-76-3 80
4 Tridecane 184 C13H28 000629-50-5 72
5 Dodecane 170 C12H26 000112-40-3 72

Abundance Scan 918 (11.679 min): BF078972.D (-917) (-) m/z 57.10 100.00%

g7
43
71
5000 85

%%Bﬁﬂﬂlm 103 11,40 11.60 11.80 12.00

...“..qh”|,AW.M..W..”,.”....w..” e m/z 43.10 71.76%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64575: Pentadecane
57
43
71

5000 L e e
85 1140 11.60 11.80 12.00

m/z 71.10 58.69%

29 99
e e TS 127 141155 169 183 212
m/z--> 2|O 4IO 6|0 8|0 1(|)O 12|O 140 160 1E|30 2CI)O 250
Abundance
57
43

71 11.40 11. 60 11. 80 12.00
5000 85 m/z 85.10 41 .95%
29
15 9 113 127 141 155 169 198
L R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73965: Hexadecane ng AN e Y
57 11. 40 11. 60 11. 80 12. 00

43 m/z 41.05  32.70%

5000 [
85
29

| L L w 99 113 127 141 155 169 183 107 226

m/z--> 20 40 60 80 100 120 140 160 180 200 220 11. 40 11. 60 11. 80 12. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050615\
Data File : BF078972.D

Aca On : 6 May 2015 20:50

Operator : TP/1Z

Sample : 62035-07

Misc :

ALS Vial : 22 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 Nonane, 5-butyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.83 8.30 ng 397444 Phenanthrene-d10 12.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 5-butvl- 184 C13H28 017312-63-9 90
2 Pentadecane 212 C15H32 000629-62-9 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Heptadecane 240 C17H36 000629-78-7 90
5 Tetracosane 338 C24H50 000646-31-1 90
Abundance Scan 1019 (12.834 min): BF078972.D (-1016) (-) m/z 57.10 100.00%
57
43 71
5000 85
99
113197 12.60 12.80 13.00 13.20
SRR ..|!,.."..,-....'1,....,....17‘.1.1?.4.1?.9.1,5?:?.1.9,7....22.‘.‘..,..2.“?6. m/z 43.10 67.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #45546: Nonane, 5-butyl-
43 57 711
85
5000 126 RN SN BN RN B
12.60 12.80 13.00 13.20
m/z 71.10 62 .56%
\\ “ L 98112 \ 140155 184
m/z--> 20 40 eb 80 100 120 140 160 180 200 220 240 260
Abundance
57
43
71 12.60 12.80 13.00 13.20
5000 g5 m/z 85.10 43.02%
29 99
15 113127141155169183 212
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #73965: Hexadecane
43 57 12.60 12.80 13.00 13.20
m/z 41.10 29.49%
5000 n
85
29
| | w 99 113127141 155169183197 226

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12. 60 12. 80 13. 00 13 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050615\
Data File : BF078972.D

Aca On : 6 May 2015 20:50

Operator : TP/1Z

Sample : 62035-07

Misc :

ALS Vial : 22 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 unknownl3.25 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.25 10.44 ng 500003 Phenanthrene-d10 12.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclobutane. 1.1"-(1.1.2.2-tetra... 354 Cl10H6F12 035207-94-4 23
2 2* .47 -Dihvdroxvacetophenone oxime 167 C8HONO3 1000212-89-5 11
3 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 9
4 2-Sulfamvl-4.4"-diformamidodiphe... 383 C14H13N306S2 1000256-33-9 9
5 Ethyl Chloride 64 C2H5CI 000075-00-3 7
Abundance Scan 1055 (13.245 min): BFO78972.D (-1047) (-) m/z 64.00 100.00%
64
160 vajﬂ/,/ﬂ\v—/////ﬂ
5000
96 224
o || s 1 e | 15100 13,20 1340 1360
SRR P W Fou YT SR S M| B m/z 159.90 77.31%
m/z--> 50 100 150 200 250 300 350
Abundance #142433: Cyclobutane, 1,1'-(1,1,2,2-tetrafluoro-1,2-ethane...
64
5000 R SRR BN BURRN SUMS
13.00 13.20 13.40 13.60
113 m/z 167.10 69.50%
217 || 9% ‘ 157 177 221 254 295315335354
m/z--> 50 100 150 200 250 300 350
Abundance
167
52 108
69 13.00 13.20 13.40 13.60
5000 m/z 95.90 36.96%
150
89 || 126
m/z--> 50 100 150 200 250 300 350
Abundance #6020: Aminomethanesulfonic acid AN BEa TS e L
64 13.00 13.20 13.40 13.60
m/z 223.80 34.37%
5000
42
o181 1m
m/z--> 50 100 150 200 250 300 350 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050615\
Data File : BF078972.D

Aca On : 6 May 2015 20:50

Operator : TP/1Z

Sample : 62035-07

Misc :

ALS Vial : 22 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 4b,8-Dimethyl-2-isopropylph... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.16 7.53 ng 360318 Phenanthrene-d10 12.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4b.8-Dimethvl-2-isopropviphenant... 256 C19H28 1000197-14-1 78
2 Cvclic octaatomic sulfur 256 S8 010544-50-0 53
3 Tetrafluoroformamidine 116 CF4N2 014362-70-0 32
4 Methanethiol. N-(3-phenoxvpropvl... 304 C11H16N204S2 040283-89-4 23
5 2-Benzimidazolyl methane thiosul... 244 C8H8N203S2 1000256-39-2 23
Abundance Scan 1135 (14.160 min): BF078972.D (-1132) (-) m/z 159.05 100.00%
6 159
241
5000
128 185
e o1 1 10022 | 256 15,80 14,00 1420 1440 |
77 172 : : :
105 | o sl ,....,...|. el W Twsz 64.00 94.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92361: 4b,8-Dimethyl-2-isopropylphenanthrene, 4b,5,6,7.8, ...
241
159
5000 UL U BN R B
256 13.80 14.00 14.20 14.40
185
120143 013 m/z 241.20 76.90%
43
mPee o w19
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
64
13:80 14.00 14.20 14.40
5000 m/z 159.90 40.54%
32 128 256
s %110 160 192 224 /\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #8177: Tetrafluoroformamidine R e EEaE L
64 13.80 14.00 14.20 14.40
m/z 185.20 39.91%
14
5000
31
45
R 83 97 116
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240 260 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050615\
Data File : BF078972.D

Aca On : 6 May 2015 20:50

Operator : TP/1Z

Sample : 62035-07

Misc :

ALS Vial : 22 Sample Multiplier: 1

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

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

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 2- Chloropropionic acid, he... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.11 8.97 ng 454576 Chrysene-di12 16.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2- Chloropropionic acid. hexadec... 332 C19H37CI0O2 086711-81-1 91
2 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 91
3 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
4 1-Nonadecene 266 C19H38 018435-45-5 91
5 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 91

Abundance Scan 1306 (16.114 min): BF078972.D (-1304) (-) m/z 57.10 100.00%

57 83

5000

o 139 168186 200 234 255 292 317 341
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

-

15.80 16.00 16.20 16.40

Abundance #133740: 2- Chloropropionic acid, hexadecyl ester
57

5000

29
1. 139 168 196 222 269

\ 332
AT
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

m/z 43.10 90.11%

-

T T T T
15.80 16.00 16.20 16.40

Abundance
43

69

5000
97

125 g 183 224 252

B R R R R I L I B B B B R R RN RN AR Ra ]
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

m/z 55.10 87.21%

-

15.80 16.00 16.20 16.40

Abundance #152927: Trichloroacetic acid, hexadecyl ester

69
97

5000

125
2 153169 196 224

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

m/z 83.10 86.51%

%

15.80 16.00 16.20 16.40

m/z 69.10 81.59%

-

T T T T
15.80 16.00 16.20 16.40

8270-BF043015.M Thu May 07 13:21:08 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050615\
Data File : BF078972.D

Aca On : 6 May 2015 20:50

Operator : TP/1Z

Sample : 62035-07

Misc :

ALS Vial : 22 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 16 Cyclopentadecane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
16.95 7.38 ng 373966 Chrysene-di12 16.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecane 210 C15H30 000295-48-7 95
2 1-Docosene 308 C22H44 001599-67-3 91
3 9-Tricosene. (2)- 322 C23H46 027519-02-4 87
4 1-Tricosene 322 C23H46 018835-32-0 78
5 17-Pentatriacontene 491 C35H70 006971-40-0 76
Abundance Scan 1379 (16.948 min): BF078972.D (-1376) (-) m/z 57.10 100.00%
g7
83
5000
111
‘ 28 o 16.60 16.80 17.00 17.20
149169189 : : : :
— 0, 6000 29 1 SI83TITI6 |y 43.10  75.22%
m/z--> 50 100 150 200 250 300 350
Abundance #63051: Cyclopentadecane
55
83
5000 UL LA U B B
m 16,60 16,80 17.00 17.20
29 m/z 55.10 61.28%
d M d ‘ h \ ‘1?9 182 2}0
m/z--> 50 150 200 250 300 350
Abundance
57 97
16.60 16.80 17.00 17.20
5000 m/z 83.10 58.02%
29 125 308
77 153 181 209 238 280
m/z--> 50 100 150 200 250 300 350
Abundance #129063: 9-Tricosene, (2)- e REREE
16.60 16.80 17.00 17.20
m/z 71.10 57 .73%
322
{ | “1?9“ ?7'196 224 252 294 |
m/z--> 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\BF050615\
Data File : BF078972.D

Aca On : 6 May 2015 20:50

Operator : TP/1Z

Sample : 62035-07

Misc :

ALS Vial : 22 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 17 3-Eicosene, (E)- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.76 9.75 ng 415598 Perylene-di12 18.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 95
2 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 87
3 Cvcloeicosane 280 C20H40 000296-56-0 86
4 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 83
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 76
Abundance Scan 1450 (17.760 min): BF078972.D (-1445) (-) m/z 57.10 100.00%
57
97
5000
580 ara 367 400 | 1740 1760 1780 1800
iy m/z 43.10 75.61%
m/z--> 50 100 150 200 250 300 350 400
Abundance #106400: 3-Eicosene, (E)-
57
83
5000 DA BN B I B
29 11 17.40 17.60 17.80 18.00
m/z 97.10 72.02%
\‘ Ll “ } “\ 139 167 196 224 252 280
m/z--> 50 100 150 200 250 300 350 400
Abundance
43
6 17.40 17.60 17.80 18.00
5000 m/z 55.10 66 .39%
97
125 15y 183 224 252
m/z--> 50 100 150 200 250 300 350 400
Abundance #106397: Cycloeicosane R e EEaE L
55 17.40 17.60 17.80 18.00
83 m/z 83.10 65.60%
5000
29 111
| ‘ h 1139 168 196 224 252 280
m/z--> 50 100 150 200 250 300 350 400 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050615\
Data File : BF078972.D

Aca On : 6 May 2015 20:50

Operator : TP/1Z

Sample : 62035-07

Misc :

ALS Vial : 22 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 18 Cholestan-3.beta.-ol Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
18.78 14.37 ng 612416 Perylene-d12 18.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cholestan-3.beta.-ol 388 C27H480 017608-41-2 60
2 Cholestan-3-ol. (3.beta..5.beta.)- 388 C27H480 000360-68-9 56
3 Cholestanol 388 C27H480 000080-97-7 46
4 Cholestan-3-ol 388 C27H480 027409-41-2 45
5 1-Pyrenebutanoic acid 288 C20H1602 003443-45-6 38
Abundance Scan 1539 (18.777 min): BF078972.D (-1536) (-) m/z 55.10 100.00%
215

107 149 191

5000

18.40 18.60 18.80 19.00

m/z 81.10 98.97%
m/z--> 50 100 150 200 250 300 350 400
Abundance #153731: Cholestan-3.beta.-ol
43
215 388
5000 165 | BBBLLILE LI N L L LB
135 18.40 18.60 18.80 19.00
- m/z 95.10 87.40%
275 355
. ‘ “ WJM\MH\H‘\\M Al L ??{ 331 |
m/z--> O 250 300 350 400
Abundance
43
e e
18.40 18.60 18.80 19.00
81 0
5000 107 233 m/z 215.15 73.62%
149 388
128 | 175 201 262 288 331 3%
—— T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #153720: Cholestanol R AREEE RS RS

18.40 18.60 18.80 19.00
m/z 93.10 69.33%

107 215

5000

18. 40 18. 60 18. 80 19. OO

m/z--> 50 100 150 200 250 300 350 400

8270-BF043015.M Thu May 07 13:21:10 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050615\
Data File : BF078972.D

Aca On : 6 May 2015 20:50

Operator : TP/1Z

Sample : 62035-07

Misc :

ALS Vial : 22 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 19 _gamma.-Sitosterol Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
20.16 9.90 ng 421923 Perylene-di12 18.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 .aamma.-Sitosterol 414 C29H500 000083-47-6 98
2 .beta.-Sitosterol 414 C29H500 000083-46-5 95
3 Prean-5-en-3-ol. 21-bromo-20-met... 394 C22H35Br0O 055103-80-5 93
4 Eraost-5-en-3-ol. (3.beta.)- 400 C28H480 004651-51-8 58
5 5-Cholestene-3-0l, 24-methyl- 400 C28H480 1000214-17-4 58

Abundance Scan 1660 (20.160 min): BF078972.D (-1657) (-) m/z 43.10 100.00%
43
107
5000
213
303 399 381 414 L e A mmmm
357 19.80 20.00 20.20 20.40
m/z 107.10 61.60%
m/z--> 50 100 150 200 250 300 350 400
Abundance #159285: .gamma.-Sitosterol
43
5000 81 107 LA LI L L B L L B LB B B
145 s 203 414 19.80 20.00 20.20 20.40
‘ s 255 329 ag1 m/z 57.10 57.68%
s |
: \‘I e IUI ! M\HI ‘3"“|L' IKI . 1 354 M
m/z--> 50 100 150 200 250 300 350 4 O
Abundance
43
R R B
19.80 20.00 20.20 20.40
5000 m/z 105.05 51.01%
81 107 414
19 213 303 329
173 233255275 354 381
R e e L B o A L L
m/z--> 50 100 150 200 250 300 350 400
Abundance #155057: Pregn-5-en-3-ol, 21-bromo-20-methyl-, (3.beta.)- R R B
41 107 394 19.80 20.00 20.20 20.40
283 m/z 41.10 50.37%
5000
= R R B
m/z--> 50 100 150 200 250 300 350 400 19.80 20.00 20.20 20.40

8270-BF043015.M Thu May 07 13:21:11 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050615\
Data File : BF078972.D

Aca On : 6 May 2015 20:50

Operator : TP/1Z

Sample : 62035-07

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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

Peak Number 20 Ergostanol Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
20.26 8.53 ng 363697 Perylene-d12 18.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eraostanol 402 C28H500 006538-02-9 58
2 Stiamastanol 416 C29H520 019466-47-8 53
3 Cholestane. 3-methoxv-. (3.beta.... 402 C28H500 001981-90-4 25
4 3-buten-2-one. 4-(5.5-dimethvl-1... 208 C13H2002 1000196-66-5 14
5 3-Hexen-2-one, 3-cyclohexyl-4-et... 208 C14H240 1000150-19-1 11
Abundance Scan 1669 (20.263 min): BF078972.D (-1667) (-) m/z 215.20 100.00%
43 215
5000 81 107 165
416 LSRRI BN B
B8,5g 290 314 338350 383 20.00 20.20 20.40 20.60
+#+?++%¢f¥++#T++#TJTLﬂ m/z 43.10 81.10%
m/z--> 50 100 150 200 250 300 350 400
Abundance #157084: Ergostanol
215
165
5000 USRS U
402 20.00 20.20 20.40 20.60
76 m/z 233.20 66.32%
LT s
m/z--> 50 100 150 200 250 300 3éo 400
Abundance
233
20,00 20.20 20.40 20.60
5000 43 81 107 165 416 m/z 57.10 58.06%
135
257
15 201 290 316 344 383
m/z--> 50 100 150 200 250 300 350 400
Abundance #157091: Cholestane, 3-methoxy-, (3.beta.,5.alpha.)- L Bl B ma
43 20.00 20.20 20.40 20.60
m/z 55.10 52.54%
5000 107 215
248 402
147 179
355
....‘ ‘i"tth IJ‘ Mt ..,...Hﬂ.;.hﬂ... N
m/z--> 200 300 350 400 20.00 20.20 20.40 20.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050615\
Data File : BF078972.D

Acq On : 6 May 2015 20:50

Operator : TP/1Z

Sample : G2035-07

Misc :

ALS Vial : 22 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]
unknownl1.50 1.50 301.6 ng 5800840 1 7.35 384691 20.0
Butane, 2-methoxy... 1.82 12.6 ng 241575 1 7.35 384691 20.0
2-Pentanone, 4-hy... 5.15 12.4 ng 238745 1 7.35 384691 20.0
unknown7 .06 7.06 72.9 ng 1401520 1 7.35 384691 20.0
Pentadecane 11.68 7.3 ng 246062 3 11.11 673177 20.0
Nonane, 5-butyl- 12.83 8.3 ng 397444 4 12.95 957491 20.0
unknownl13.25 13.25 10.4 ng 500003 4 12.95 957491 20.0
4b,8-Dimethyl-2-i... 14.16 7.5 ng 360318 4 12.95 957491 20.0
2- Chloropropioni... 16.11 9.0 ng 454576 5 16.25 1013030 20.0
Cyclopentadecane 16.95 7.4 ng 373966 5 16.25 1013030 20.0
3-Eicosene, (E)- 17.76 9.8 ng 415598 6 18.01 852287 20.0
Cholestan-3.beta.-ol 18.78 14.4 ng 612416 6 18.01 852287 20.0
-.gamma.-Sitosterol 20.16 9.9 ng 421923 6 18.01 852287 20.0
Ergostanol 20.26 8.5 ng 363697 6 18.01 852287 20.0
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