LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF031618\

Data File : BF103729.D

Aca On : 17 Mar 2018 8:33 Instrument :

Operator : JU/SJ E?Afs el
- _ lentosampleld :

3?22'6 : J1947-01 FK-GF-02-013-A

ALS Vial : 30 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-BF031518.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 2.322 33 40 48 rVB 164906 213442 5.44% 0.615%
2 5.222 526 533 540 rBV 165914 213056 5.43% 0.614%
3 5.598 591 597 600 rBY 3678072 3880334 98.82% 11.180%
4 5.916 648 651 660 rVB 124505 120810 3.08% 0.348%
5 6.598 760 767 770 rBVY 3202161 3926821 100.00% 11.314%
6 6.745 787 792 795 rBVY 3677835 3837023 97.71% 11.055%
7 6.969 827 830 834 rBY 1037504 882050 22.46% 2.541%
8 7.128 853 857 861 rBVY 3302488 3025510 77 .05% 8.717%
9 7.534 921 926 929 rBVY 2548391 2429135 61.86% 6.999%
10 8.251 1044 1048 1052 rBV 1404642 1140126 29.03% 3.285%

11 9.328 1226 1231 1234 rBV 4121187 3838110 97.74% 11.058%
12 9.716 1294 1297 1300 rBV 418910 306107 7.80% 0.882%

13 9.928 1329 1333 1336 rBvV 107375 83963 2.14% 0.242%
14 10.010 1343 1347 1351 rBV 1295455 1075909 27.40% 3.100%
15 10.428 1415 1418 1421 rVB 129755 98542 2.51% 0.284%
16 10.557 1437 1440 1444 rVB 46991 41917 1.07% 0.121%
17 10.645 1450 1455 1458 rBV3 37716 47136 1.20% 0.136%
18 10.804 1478 1482 1485 rBV 2011765 1855430 47.25% 5.346%
19 10.898 1496 1498 1504 rVB 88236 97807 2.49% 0.282%
20 11.351 1572 1575 1578 rBV2 59290 48315 1.23% 0.139%

21 11.504 1597 1601 1603 rBV 1022636 867048 22.08% 2.498%
22 11.527 1603 1605 1608 rVvV 309578 231878 5.90% 0.668%

23 11.574 1611 1613 1617 rVB 81051 66939 1.70% 0.193%
24 12.010 1683 1687 1689 rBV2 125422 133884 3.41% 0.386%
25 12.033 1689 1691 1696 rVB 65649 59445 1.51% 0.171%
26 12.121 1702 1706 1708 rBV2 59659 70517 1.80% 0.203%
27 12.721 1804 1808 1811 rBV 302486 269697 6.87% 0.777%
28 12.898 1835 1838 1841 rVB 57229 46334 1.18% 0.133%

29 12.951 1844 1847 1849 rVB 272979 203412 5.18% 0.586%
30 13.092 1866 1871 1874 rBV 2900991 2633163 67.06% 7.587%

31 13.280 1900 1903 1906 rVB 57957 54802 1.40% 0.158%
32 13.974 2015 2021 2029 rBV4 334009 369089 9.40% 1.063%
33 14.151 2046 2051 2054 rBV2 919726 995483 25.35% 2.868%
34 14.180 2054 2056 2061 rVB 142439 118668 3.02% 0.342%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103729.D

Aca On : 17 Mar 2018 8:33

Operator : JU/SJ

Sample : J1947-01

Misc :

ALS Vial : 30 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-BF031518_M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.263 2065 2070 2072 rVVv2 29651 41967 1.07% 0.121%
36 14.615 2127 2130 2133 rBV2 70025 86238 2.20% 0.248%
37 15.227 2231 2234 2238 rBV 89977 141071 3.59% 0.406%
38 15.292 2242 2245 2248 rBV 50817 50438 1.28% 0.145%
39 15.557 2287 2290 2296 rVB 59920 80926 2.06% 0.233%

40 15.621 2297 2301 2307 rVV 77921 101296 2.58% 0.292%

41 15.692 2308 2313 2321 rVB 524815 732145 18.64% 2.109%
42 16.221 2399 2403 2412 rBV7 48128 102157 2.60% 0.294%
43 17.886 2680 2686 2691 rVB9 41034 89316 2.27% 0.257%

Sum of corrected areas: 34707456
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103729.D

Aca On : 17 Mar 2018 8:33

Operator : JU/SJ

Sample : J1947-01

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031518.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF103729.D

4000000
5.60 6.75

6.60 7.13

3000000
7.53

2000000

6.97
1000000

2.32 5.22 5.92
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Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance TIC: BF103729.D
4000000 9|33

3000000 13.09

10.80
2000000

8.25 10.01

1000000 11.50

9.72 11.53 12.7212.95
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9.9 Aiémeesﬂoﬁo 11350057 @) | 1240 || 1328

A,
LI B

Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF103729.D
4000000

3000000

2000000

1000000

17.89

I ————— el

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103729.D

Aca On : 17 Mar 2018 8:33

Operator : JU/SJ

Sample : J1947-01

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031518.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.32 4.84 ng 213442 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
4 3-Hexanol. 2-methvl- 116 C7H160 000617-29-8 16
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 10

Abundance Scan 40 (2.322 min): BF103729.D (-33) (-) m/z 73.00 100.00%
3
5000 43
55 87 S L S —
| | &7 220 240 260
Obrr et e e S0l e e | M/Z 42.95 36.77%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
43 220 240 260
55 87 m/z 87.10 25.87%
0 ﬁg 35‘\W\ ‘ 67 ] 80
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 AU S
220 240 260
5000 41 55 m/z 55.00 25_55%
29
0 47 67 | 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4436: Pentane, 3-methoxy- IR L
73 220 240 260
m/z 41.00 12.85%
5000
45
29
ol 39| 5 67 | 101
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 220 240 260
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103729.D

Aca On : 17 Mar 2018 8:33

Operator : JU/SJ

Sample : J1947-01

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031518.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.22 4.83 ng 213056 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 533 (5.222 min): BF103729.D (-526) (-) m/z 43.00 100.00%
a3
59
5000
101 A A UL R
51| 83 | 480 5.00 5.20 5.40 5.60
o} -7 S M m/z 59.00 54.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A L UL RN
4.80 5.00 5.20 5.40 5.60
59 101 m/z 101.00 21.55%
0 s s | e 8
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
480 500 520 540 5.60
5000 m/z 58.00 15.99%
101
o 1B 31 508 60 86
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester T RRaa e
50 4.80 5.00 5.20 5.40 5.60
m/z 41.00 9.45%
5000 41
68
0 Il 50 | 126 14
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103729.D

Aca On : 17 Mar 2018 8:33

Operator : JU/SJ

Sample : J1947-01

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031518.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 Ethanol, 2-butoxy- Concentration Rank 8

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

5.92 2.74 ng 120810 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-butoxv- 118 C6H1402 000111-76-2 83
2 Ethvlene alvcol monoisobutvl ether 118 C6H1402 004439-24-1 59
3 3.3-Dimethvlbutane-2-ol 102 C6H140 000464-07-3 40
4 Formic acid. 3.3-dimethvlbut-2-v... 130 C7H1402 1000368-20-5 23
5 Propanoic acid, 2-methylpropyl e... 130 C7H1402 000540-42-1 16

Abundance Scan 652 (5.922 min): BF103729.D (-648) (-) m/z 57.10 100.00%
57
5000 45
87 A NARRE SRS VRS RN
39 75 | 100 5.60 5.80 6.00 6.20
SN 11 RS 1S MRS SIS MM m/z 45.00 38.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8821: Ethanol, 2-butoxy-
57
5000 45 560 580 600 620
29 87 m/z 41.10 35.73%
0 1\8 ‘\“ 34\‘ b 63 \7\5 190 118
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
57
45
5.60 5.80 6.00 6.20
5000 m/z 87.00 20.99%
29 75
87
o 18 39 63 100
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4467: 3,3-Dimethylbutane-2-ol s
a5 57 5.60 5.80 6.00 6.20
m/z 56.00 8.55%
5000
29 69 87
3
1\5 } ‘ \‘\ 1] 102 AN
G R R RS S AR RS AR RN SRR BERRN SRR A NARRE SRS VRS AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103729.D

Aca On : 17 Mar 2018 8:33

Operator : JU/SJ

Sample : J1947-01

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031518.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 unknown6.75 Concentration Rank 1

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

6.75 87.00 ng 3837020 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 793 (6.751 min): BF103729.D (-787) (-) m/z 132.00 100.00%
5000
68
40 54 7 &7 0 105 J 6.40 6.60 6.80 7.00
o A 7000 N | N m/z 134.00  34.08%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 BRI SR
a1 o7 6.40 6.60 6.80 7.00
53 117 m/z 68.00 29.65%
79
oL e I f““l‘.‘.“l‘ .8.8..|1.0.6..|...|....|....|....
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
SRR SRS SRS
74 6.40 6.60 6.80 7.00
5000 gg 116 m/z 66.00 17.71%
0 89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #14395: 1,3,5-Trifluorobenzene B R
132 6.40 6.60 6.80 7.00
m/z 95.95 11.84%
5000
63 81
0 3\1 59 1 \\‘ \\72\ ‘\ \92 10\]-\ 1}\2 |
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103729.D

Aca On : 17 Mar 2018 8:33

Operator : JU/SJ

Sample : J1947-01

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031518.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 Sulfurous acid, 2-propyl te... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.90 2.26 ng 97807 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 90
2 Octacosane 394 C28H58 000630-02-4 90
3 Pentadecane 212 C15H32 000629-62-9 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 1498 (10.898 min): BF103729.D (-1496) (-) m/z 57.05 100.00%
57
5000 85
113 10,60 10.80 11.00 11.20
ol b [, 380 m/z 71.05  73.71%
m/z--> 50 100 150 200 250 300 350
Abundance #161094: Sulfurous acid, 2-propy! tetradecyl ester
43
71
5000 R A LR R SUR

10.60 10.80 11.00 11.20
m/z 43.05 71.03%

0 ‘\w ﬁ 168 197 231 261
A M

m/z--> 150 200 250 300 350
Abundance
57
e e
10.60 10.80 11.00 11.20
5000 g5 m/z 85.10 48.68%
29
o 113 141 169 197 225 253 281 309 337 365 394
T T T T T T T T T e e e
m/z--> 50 100 150 200 250 300 350
Abundance #71393: Pentadecane e RN R e R
57 10.60 10.80 11.00 11.20
m/z 41.00 35.21%
5000 85
29
113
O O e L T o
m/z--> 50 100 150 200 250 300 350 10 60 10. 80 11. 00 11. 20

8270-BF031518.M Mon Mar 19 14:34:52 2018 Page: 8



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103729.D

Aca On : 17 Mar 2018 8:33

Operator : JU/SJ

Sample : J1947-01

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031518.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.01 3.09 ng 133884 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 55
3 Anthracene. 2-methvl- 192 C15H12 000613-12-7 50
4 Tridecanoic acid 214 C13H2602 000638-53-9 46
5 Tetradecanoic acid 228 C14H2802 000544-63-8 46
Abundance Scan 1687 (12.010 min): BF103729.D (-1683) (-) m/z 73.00 100.00%
43 60 73
192
5000
11.60 11.80 12.00 12.20 12.40
(o} m/z 60.00 88.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 T
nmnmnmnmnm
m/z 43.05 86.07%
ﬂji 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
11/60 11.80 12.00 12.20 12.40
5000 129 m/z 57.10 74 .04%
29 87
115 | 143 199 242
101 185
s 157171 213506
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 250 2éo
Abundance #54734. Anthracene, 2- methyl LSS BLELLELE BN LR N
192 11.60 11.80 12.00 12.20 12.40
m/z 192.10 73.98%
5000
96 165
o 63 Tl us 1o1sp I \ A
m/z--> 25 Jo eb éo 160 150 140 160 180 200 220 250 2éo 11.60 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103729.D

Aca On : 17 Mar 2018 8:33

Operator : JU/SJ

Sample : J1947-01

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031518.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 1-Heneicosanol Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.97 7.42ng 369089  Chrysene-d12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 1-Heneicosanol 312 C21H440 015594-90-8 95

959261-23-5 94
959010-23-2 94
959092-08-1 94

2 Heptafluorobutvric acid. pentade... 424 C19H31F702
3 Trifluoroacetic acid. pentadecvl... 324 C17H31F302
4 Pentafluoropropionic acid. penta... 374 C18H31F502

5 n-Nonadecanol-1 284 C19H400 001454-84-8 94
Abundance Scan 2020 (13.968 min): BF103729.D (-2015) (-) m/z 57.10 100.00%
2% ML;
29 13.60 13.80 14.00 14.20
139 . . . .
167 202
0! m/z 83.05 94 .83%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol
55
5000 LA L L L L LB L
13.60 13.80 14.00 14.20
29 m/z 43.05 94 .49%
0 \“ 11} \ “ H \H\ | \ \ h y 167 196 238 266 294
— : —— i e A
m/z--> 50 OO 250 300 350 400
Abundance
57
83 e T e
13.60 13.80 14.00 14.20
5000 11 m/z 55.00 91.35%
29 130 19 210 406
ol b B M ey
m/z--> 50 100 150 200 250 300 350 400
Abundance #164113: Trifluoroacetic acid, pentadecy! ester A
13.60 13.80 14.00 14.20
83 m/z 69.10 85.09%
5000 111
29
o [l )| 20 182210 255  gu6
! A trt——t— 777 B B
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20

8270-BF031518.M Mon Mar
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103729.D

Aca On : 17 Mar 2018 8:33

Operator : JU/SJ

Sample : J1947-01

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031518.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 Benzo[e]pyrene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.56 2.21 ng 80926 Perylene-di12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 96
2 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 93
3 Pervlene 252 C20H12 000198-55-0 89
4 Benzolklfluoranthene 252 C20H12 000207-08-9 86
5 Benzo[a]pyrene 252 C20H12 000050-32-8 76
Abundance Scan 2291 (15.562 min): BF103729.D (-2287) (-) m/z 252.10 100.00%
2t
5000
2054 74 92 10 125141 160 179104207 227 270 e 15.20 15.40 15.60 15.80
o} m/z 253.10 30.57%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104217: Benzo[e]pyrene
252
5000 LN DA SN S
15.20 15.40 15.60 15.80
125 m/z 250.05 29.32%
ol 39 63 83 1;; | 146 174 200 224 ‘H
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
252
15.20 15.40 15.60 15.80
5000 m/z 125.00 13.48%
126
o3 63 87 112 150 174 200 224238
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104213:Perylene L B LB L N L B
252 15.20 15.40 15.60 15.80
m/z 126.05 13.24%
5000
126
039 63 840981l M 150 174 200 224 hH
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 1520 15.40 15.60 15.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103729.D

Aca On : 17 Mar 2018 8:33

Operator : JU/SJ

Sample : J1947-01

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031518.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 1-Heptacosanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.22 2.79 ng 102157 Perylene-di12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 76
2 1-Eicosene 280 C20H40 003452-07-1 64
3 Triacontvl acetate 480 C32H6402 041755-58-2 62
4 Dotriacontvl pentafluoropropionate 612 C35H65F502 1000351-81-4 58
5 E-14-Hexadecenal 238 C16H300 330207-53-9 55
Abundance Scan 2403 (16.221 min): BF103729.D (-2399) (-) m/z 57.10 100.00%
57
97
5000
125150 100210 247 279303 16,00 16.20 16.40 16.60
o} e m/z 97.05 77.07%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #210517: 1-Heptacosanol
57 |97
5000 LR LN B IR I
125 16.00 16.20 16.40 16.60
m/z 43.05 70.58%
L2 \“ | T L‘ 1193 181,200 236 264 292 320 350378
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
43
o7 " 16.00 16,20 16.40 16.60
5000 69 m/z 69.00 67 .00%
o ?® 154182210 252280
m'z--> 0 50 100 150 200 250 300 350 400 450
Abundance #232691: Triacontyl acetate RS EmmEs o L
43 16.00 16.20 16.40 16.60
97 m/z 83.00 62.72%
69
5000
125
RECTR RN T Ll (193181209 250 278 306 334 362 392 420 462
m'z--> 0 50 100 150 200 250 300 350 400 450 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103729.D

Aca On : 17 Mar 2018 8:33

Operator : JU/SJ

Sample : J1947-01

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031518.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 unknownl7.89 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.89 2.44 ng 89316 Perylene-d12 15.69
Hit# of 3 Tentative ID MW  MolForm CAS# Qual
1 Cholest-5-ene. 3-ethoxv-. (3.bet... 414 C29H500 000986-19-6 15
2 Eraosta-4.22-dien-3-one 396 C28H440 004030-92-6 15
3 5.alpha.-Cholest-8-en-3-one, 6.a... 456 C30H4803 005259-17-6 4
Abundance Scan 2687 (17.892 min): BF103729.D (-2680) (-) m/z 43.00 100.00%
4 107 133
69
161 197 303
5000 232 974 829
d 414

17.60 17.80 18.00 18.20

0 m/z 107.00 95.63%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217443: Cholest-5-ene, 3-ethoxy-, (3.beta.)-
43
5000 L o e B
368 17. 60 17. 80 18. OO 18 20
m/z 133.00 94 _47%
‘ 329 414
173 213 247 ‘
ok \‘M\W‘H\h‘\ﬂ A %75|391 | 387 e
m/z--> 50 200 250 300 350 400
Abundance
55
17.60 17.80 18.00 18.20
5000 8 119 271 5oq 39 m/z 105.00 80.19%
147 245
195%%° 325
Ol ML I gl gl 229 b ol WL T b WSSy b
m/z--> 50 100 150 200 250 300 350 400
Abundance #228541: 5.alpha.-Cholest-8-en-3-one, 6.alpha.-hydroxy-14-... N —
42 17.60 17.80 18.00 18.20
m/z 121.05 75.73%
5000 396
159
V 69
215 241
119 185 269 323
ob— ‘ n \‘l \‘J uILL .Uhl [T 302 367
m/z--> 50 100 150 200 250 300 350 400 17. 60 17. 30 18. oo 13 20
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF031618\
Data File : BF103729.D

Acq On : 17 Mar 2018 8:33

Operator : JU/SJ

Sample : J1947-01

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518_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... 2.32 4.8 ng 213442 1 6.97 882050 20.0
2-Pentanone, 4-hy... 5.22 4.8 ng 213056 1 6.97 882050 20.0
Ethanol, 2-butoxy- 5.92 2.7 ng 120810 1 6.97 882050 20.0
unknown6.75 6.75 87.0 ng 3837020 1 6.97 882050 20.0
Sulfurous acid, 2... 10.90 2.3 ng 97807 4 11.50 867048 20.0
n-Hexadecanoic acid 12.01 3.1 ng 133884 4 11.50 867048 20.0
1-Heneicosanol 13.97 7.4 ng 369089 5 14.15 995483 20.0
Benzo[e]pyrene 15.56 2.2 ng 80926 6 15.69 732145 20.0
1-Heptacosanol 16.22 2.8 ng 102157 6 15.69 732145 20.0
unknownl17.89 17.89 2.4 ng 89316 6 15.69 732145 20.0

8270-BF031518.M Mon Mar 19 14:34:55 2018 Page: 14



