LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103215.D

Aca On : 26 Feb 2018 13:40

Operator : SJ/JU

Sample : J1652-04

Misc :

ALS Vial : 12 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-BF022218.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 2.163 5 13 23 rVB 1307311 1803978 36.75% 4_.170%
2 5.116 512 515 530 rVB 198403 299504 6.10% 0.692%
3 5.498 575 580 583 rBVY 4390263 4908329 100.00% 11.346%
4 6.510 746 752 755 rBV 3926117 4608428 93.89% 10.653%
5 6.645 770 775 778 rBVY 4500233 4601371 93.75% 10.637%
6 6.869 809 813 821 rBVY 1326512 1073426 21.87% 2.481%
7 7.028 835 840 843 rBVY 3904467 3677352 74.92% 8.501%
8 7.440 904 910 913 rBVY 2893807 3211088 65.42% 7.423%
9 8.151 1027 1031 1049 rVB 1513054 1388685 28.29% 3.210%
10 9.228 1209 1214 1217 rBV 4482214 4362469 88.88% 10.084%
11 9.298 1223 1226 1229 rVB 68722 57616 1.17% 0.133%

12 9.616 1275 1280 1288 rVB 273259 280840 5.72% 0.649%
13 9.828 1312 1316 1320 rVB 160530 126645 2.58% 0.293%
14 9.910 1326 1330 1334 rBV 1294850 1226580 24.99% 2.835%
15 10.328 1398 1401 1404 rVB 171854 133163 2.71% 0.308%

16 10.545 1432 1438 1440 rBvV 40544 49253 1.00% 0.114%
17 10.698 1460 1464 1479 rBV 2057013 2193685 44.69% 5.071%
18 10.798 1479 1481 1486 rVV 98785 93830 1.91% 0.217%

19 11.398 1579 1583 1585 rBV 1052108 944248 19.24% 2.183%
20 11.422 1585 1587 1592 rVB 183039 155628 3.17% 0.360%

21 11.910 1666 1670 1672 rBV2 59318 77454 1.58% 0.179%
22 12.010 1684 1687 1696 rVB4 43871 74720 1.52% 0.173%
23 12.610 1786 1789 1795 rBV 317014 286125 5.83% 0.661%
24 12.786 1816 1819 1823 rVB 375979 335884 6.84% 0.776%
25 12.839 1823 1828 1831 rBV 290274 320576 6.53% 0.741%

26 12.863 1831 1832 1835 rVB 96771 67777 1.38% 0.157%
27 12.980 1847 1852 1856 rBV 2814920 2881055 58.70% 6.660%
28 13.157 1877 1882 1883 rBV3 34066 53761 1.10% 0.124%

29 13.492 1936 1939 1943 rBV 261728 242401 4.94% 0.560%
30 13.868 2000 2003 2011 rVB3 174339 235224 4._.79% 0.544%

31 14.004 2023 2026 2028 rBV 88000 85750 1.75% 0.198%
32 14.039 2028 2032 2035 rVV2 899633 1050714 21.41% 2.429%
33 14.069 2035 2037 2040 rVB 162104 140876 2.87% 0.326%
34 14.186 2054 2057 2064 rVB2 61498 67420 1.37% 0.156%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103215.D

Aca On : 26 Feb 2018 13:40

Operator : SJ/JU

Sample : J1652-04

Misc :

ALS Vial : 12 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-BF022218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.498 2107 2110 2116 rBV2 76755 100442 2.05% 0.232%

36 14.804 2159 2162 2164 rBV 65828 58065 1.18% 0.134%
37 14.880 2173 2175 2180 rVB 61360 62498 1.27% 0.144%
38 15.098 2208 2212 2215 rBV 211674 300304 6.12% 0.694%
39 15.145 2218 2220 2223 rVB 78630 75326 1.53% 0.174%

40 15.410 2261 2265 2271 rVB 130635 180193 3.67% 0.417%
41 15.468 2272 2275 2281 rBVY 131467 160849 3.28% 0.372%
42 15.539 2281 2287 2291 rBVY 699515 1006100 20.50% 2.326%

43 15.968 2358 2360 2366 rVB2 73567 95793 1.95% 0.221%
44 17.615 2635 2640 2648 rVB2 43014 104056 2.12% 0.241%

Sum of corrected areas: 43259481
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103215.D

Aca On : 26 Feb 2018 13:40

Operator : SJ/JU

Sample : J1652-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF103215.D
5,50 6|65

4000000 6.51 7.03

3000000 7.44

2000000

2.16 6.87

1000000

5.12

1 L = [ SRR ST

T
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: BF103215.D
923

4000000

3000000 12.98

10.70
2000000

8.15
9.91

11.40
1000000

9.62 12.63478 13.49
030 = 98 10:3310,55/10.80 WAz g | 1286l 1316

Ot S e e AR

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: BF103215.D

4000000
3000000

2000000

14.04

1000000 15.54
1
13.84%84 19 14.50 143B8 9, 188 15.97 17.62

T T T T

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 : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103215.D

Aca On : 26 Feb 2018 13:40

Operator : SJ/JU

Sample : J1652-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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.

2.16 33.61 ng 1803980 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 37
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 37
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 35

Abundance Scan 12 (2.158 min): BF103215.D (-5) (-) m/z 72.95 100.00%

78
5000 43
55
87

220 230 240 2.50 2.60

Obrrr e e | TW/Z 43.00  40.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 L L L L L L LB LB B

2.20 2.30 2.40 2.50 2.60
5 87 m/z 55.00 31.67%
-

|, 80
miz--> 5 % % 4 &a 60 70 8 90 100 110 120 130
Abundance
73
87

2.20 2.30 2.40 2.50 2.60

5000 41 55 m/z 87.00 24 _.04%
29
0 65 80 97 112 129
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8392: 3-Pentanol, 2,4-dimethyl- N Bamas
73 220 230 240 2.50 2.60

m/z 41.00 13.53%

5000 - ﬁv/\k
15 | 63 83 98 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 240 2.50 2.60

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103215.D

Aca On : 26 Feb 2018 13:40

Operator : SJ/JU

Sample : J1652-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.12 5.58 ng 299504 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16

Abundance Scan 516 (5.122 min): BF103215.D (-512) (-) m/z 43.00 100.00%
43
59
5000
s T80 500 520 540
83 : - : :
0..,....,....,...3§,':'...‘L,31..!-I,..‘.”.,....,.-...,...:,|....,. m/z 59.00 62.80%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L R L I I
59 480 500 520 540
m/z 101.00 19.74%
o 25 3t 37 | 83 g3 M
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
480 5.00 520 540
5000 41 m/z 58.00 17.64%
31
69 87
15 53 98
e S S S I IS UL UL UL SULILISS WAL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl-  Eaa s e S AR
59 480 500 5.20 5.40
m/z 41.00 8.96%
5000
a1 101
0 15 | 3\1 \‘H 53\\\‘\ 69 8\3
m/z--> 10 20 30 40 50 60 70 8 9 100 110 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103215.D

Aca On : 26 Feb 2018 13:40

Operator : SJ/JU

Sample : J1652-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 3 unknown6.65 Concentration Rank 1

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

6.65 85.73 ng 4601370 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 776 (6.651 min): BF103215.D (-770) (-) m/z 132.00 100.00%
32
5000
68
96 el B0 B RO 700
40 54 75 103 6.40 6.60 6.80 7.00
0 ..,....,....,....:-:..7,:...??.I.' et b Sl Tm/z 134.00  34.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IR IS U R
6.40 6.60 6.80 7.00
3 78 m/z 68.00 32 .44%
138 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
" 640 6.60 6.80 7.00
5000 67 m/z 66.00 21.94%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmmﬁwmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole LI L L L L LB L B
132 6.40 6.60 6.80 7.00
m/z 69.00 12.43%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
m/z--> 10 20 30 40 55 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103215.D

Aca On : 26 Feb 2018 13:40

Operator : SJ/JU

Sample : J1652-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Hexadecane Concentration Rank 11

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

9.83 2.07 ng 126645 Acenaphthene-d10 9.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 86
3 Tridecane 184 C13H28 000629-50-5 83
4 Pentadecane 212 C15H32 000629-62-9 83
5 Tridecane, 6-methyl- 198 C14H30 013287-21-3 78

Abundance Scan 1316 (9.828 min): BF103215.D (-1312) (-) m/z 57.00 100.00%
57
43
5000
9.60 9.80 10.00 10.20
113
o 126 141155 m/z 43.00 65.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
43 o
5000 71 M‘“-’T’T’\-%w-------- [
g5 9.60 9.80 10.00 10. 20
29 m/z 71.00 52.95%
o ‘ L L4 w 99 113 127 141 155 169 183 107 226
m/z--> ﬁo Jo éo 8b 160 150 150 160 180 200 250
Abundance
57
43 71 9.60 9.80 10.00 10.20
5000 g5 m/z 85.00 31.48%
29 141
. %9 113 169
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 260 250
Abundance #48835: Tridecane
43 97 9.60 9.80 10.00 10.20
m/z 41.00 29.82%
71
5000
85
29
ohts | L | Pusrinas e
m/z--> ﬁo Jo éo 50 160 150 140 160 180 260 250 9%0 980 1000 1020
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103215.D

Aca On : 26 Feb 2018 13:40

Operator : SJ/JU

Sample : J1652-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Hexadecanoic acid, butyl ester Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.79 6.39 ng 335884 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 90
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 49
3 Cvclohexanol. 4-amino-. trans- 115 C6H13NO 027489-62-9 38
4 2.2-Dimethvl-1.3-butanediol 118 C6H1402 000076-35-7 35
5 Decane, 2,2,3-trimethyl- 184 C13H28 062338-09-4 35

Abundance Scan 1820 (12.792 min): BF103215.D (-1816) (-) m/z 56.00 100.00%
56
5000
41 73
o7, 20 239 2% 12.40 12.60 12.80 13.00 13.20
157 185 213 ) ) . . )
o E 312 m/z 57.00 52.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154932: Hexadecanoic acid, buty| ester
56
5000 R AR DU
41 12140 1260 12.80 13.00 13.20
1 957 m/z 43.00 36.86%
RE h H\ e | 187 185 213 2?9 | 283 312
miz--> 20 45 60 éo 160 150 150 160 180 200 220 240 260 280 360 '
Abundance
56
12:40 12,60 12.80 13.00 13.20
5000 41 m/z 41.00 35.45%
73
o2 9711, 157 185 213 239257 0 3
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #7847: Cyclohexanol, 4-amino-, trans- L B B
56 12.40 12.60 12.80 13.00 13.20
m/z 55.00 30.81%
- M]\JL/\A
o O BLgr U5
m/z--> ﬁo 45 eb éo 160 150 150 1éo 1éo 260 250 250 2éo 2éo 360 ' 1240 1260 1280 1300 1320
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103215.D

Aca On : 26 Feb 2018 13:40

Operator : SJ/JU

Sample : J1652-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Butyl myristate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.49 4.61 ng 242401 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvl mvristate 284 C18H3602 000110-36-1 86
2 2.4-Dipropvl-5-ethvl-1.3-dioxane 200 C12H2402 006413-83-8 50
3 Cvclopentanecarboxvlic acid. 2-a... 129 C6H11NO2 037910-65-9 43
4 2.2-Dimethvl-1.3-butanediol 118 C6H1402 000076-35-7 43
5 2-Methyl-1-octadecene 266 C19H38 061868-20-0 43
Abundance Scan 1939 (13.492 min): BF103215.D (-1936) (-) m/z 55.95 100.00%
56
5000
3 129
97 285 13.20 13.40 13.60 13.80
3 185 241 267
I |-M.J.,n pids Bl 2™ s L 30 Tz 57.00  57.76%
m/z--> 50 100 150 200 250 300
Abundance #131257: Butyl myristate
56
5000 LRI UL BN LN SR
229 1320 13.40 13.60 13.80
0,
, “ 101 129 165 ‘ 284 m/z 43.00 43.64%
OIII\II‘H M\ “““...‘15.7.‘.‘.|.‘.‘l 25.5..‘.|....|
m/z--> 50 100 150 200 250 300
Abundance
56
13.20 13.40 13.60 13.80
5000 m/z 41.00 34 _.57%
29 [CREE LY
o 91 128145 170 199
m/z--> 50 100 150 200 250 300
Abundance #12890: Cyclopentanecarboxylic acid, 2-amino-, cis- L R B
56 13.20 13.40 13.60 13.80
m/z 55.00 33.87%
5000
30 g2 100 129
Ollulwlu‘ln\lltllll‘ll ———t ——r— ——r— ——— s o LA e
m/z--> 50 100 150 200 250 300 1320 13.40 13.60 13.80
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Library Search Compoun

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103215.D

Aca On : 26 Feb 2018 13:40

Operator : SJ/JU

Sample : J1652-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

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

d Report

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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

9 Tricosyl trifluoroacetate

Conce

Relative to IST

R.T. EstConc Area
13.87 4_.48 ng 235224 Ch
Hit# of 5 Tentative ID

rysene-di12

MW  MolForm

ntration Rank 7
D R.T.
14.05
CASH# Qual

1 Tricosvl trifluoroacetate

2 Tetracosvl heptafluorobutvrate
3 Heneicosvl heptafluorobutvrate
4 Docosvl pentafluoropropionate
5 Tricosyl pentafluoropropionate

436 C25H47F302
550 C28H49F702
508 C25H43F702
472 C25H45F502
486 C26H47F502

1000351-75-1 87
1000351-83-7 87
1000351-83-8 86
1000351-80-9 86
1000351-81-0 86

Abundance Scan 2003 (13.868 min): BF103215.D (-2000) (-) m/z 57.00 100.00%
57
5000 83
111 Trryrrrr|yrrrr|yrrrrrrrrr
| 141167 206234 13.60 13.80 14.00 14.20
oA A e e m/z 43.00 65.54%
m'z--> 50 100 150 200 250 300 350 400 450 500
Abundance #223732: Tricosy! trifluoroacetate
57
5000 LA L L L L L LB
13.60 13.80 14.00 14.20
125 m/z 55.00 54_.03%
29
o M hh MJ 953181210238264294322 367 418
T = T
mz--> 50 150 250 300 350 400 450 500
Abundance
57
e
97 13.60 13.80 14.00 14.20
5000 m/z 71.00 49.66%
125
29
o 169196222250278 308336 381 532
T T T T T T T T e e e
mz--> 50 100 150 200 250 300 350 400 450 500
Abundance #236054: Heneicosy! heptafluorobutyrate O L e e
57 13.60 13.80 14.00 14.20
m/z 69.00 43.69%
97
5000
29 125
o | | 16%0600) 266294 339 490
T T T T T T e T o e T e e e
mz--> 50 100 150 200 250 300 350 400 450 500 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103215.D

Aca On : 26 Feb 2018 13:40

Operator : SJ/JU

Sample : J1652-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 10 Perylene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.41 3.58 ng 180193 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pervlene 252 C20H12 000198-55-0 98
2 Benzolelpvrene 252 C20H12 000192-97-2 97
3 Benzolklfluoranthene 252 C20H12 000207-08-9 97
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 95
5 Benzo[a]pyrene 252 C20H12 000050-32-8 93
Abundance Scan 2265 (15.410 min): BF103215.D (-2261) (-) m/z 252.05 100.00%
282
5000
125 15.00 15.20 15.40 15.60 15.80
224 - - - - -
o 51 67 83 100 146 177 199 270 295 326 m/z 25005 29 210
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #104215: Perylene
252
5000
15.00 15.20 15.40 15.60 15.80
126 m/z 253.05 20.06%
ol27 50 74 99 150 174 198 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
252
15.00 15.20 15.40 15.60 15.80
5000 m/z 125.00 16.93%

125
39 63 83 99 146 174 200 224

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

Abundance #104224: Benzo[K]fluoranthene L  BEEE mE s
252 15.00 15.20 15.40 15.60 15.80

m/z 125.90 14 .23%
5000
126
0 74 99 | 200 224 J
A RaR BB L e Ra At s pa
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15.00 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103215.D

Aca On : 26 Feb 2018 13:40

Operator : SJ/JU

Sample : J1652-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 11 unknownl7.62 Concentration Rank 10

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

17.62 2.07 ng 104056 Perylene-di12 15.54

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 I-Methionine. N-isobutoxvcarbonv... 403 C21H41N0O4S 1000314-68-4 12
2 Ethanone. 1-T4-(hvdroxvmethvl)-2... 247 C13H13NO02S 067387-03-5 11
3 (3.7-Dimethvl-octa-2.6-dienvl)-b... 214 C16H22 021488-83-5 10
4 Mestanolone 304 C20H3202 000521-11-9 9

5 Tetradecylbis(trifluoromethyl)ph... 398 C16H29F6PS 146920-12-9 9

Abundance Scan 2641 (17.621 min): BF103215.D (-2635) (-) m/z 57.00 100.00%
7
145
5000 g1 119
173 213 949 273 329355 414 S A o o e e e
|3(|)3 | 371 | 17.40 17.60 17.80 18.00
o - m/z 43.00 81.87%
m/z--> 50 100 150 200 250 300 350 400
Abundance #213337: I-Methionine, N-isobutoxycarbonyl-, undecyl ester
¥ 329
119
175
5000 204 LA B L L L L L L LB
17.40 17.60 17.80 18.00
29‘ 273 403 m/z 41.00 62.21%
88 145 231
ST il o 2 O - N W
m/z--> 50 100 150 200 250 300 350 400
Abundance
4 119
R S N EaEmE s
247 17.40 17.60 17.80 18.00
5000 m/z 55.00 60.19%
87 204
65 176
O T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #72899: (3,7-Dimethyl-octa-2,6-dienyl)-benzene L e
69 17.40 17.60 17.80 18.00
a1 m/z 145.00 51.66%
91 123
5000 145
171 214
ol L.‘,J“.W-.\.M,“J.‘LH“.[;],- L e —
m/z--> 50 100 150 200 250 300 350 400 17.40 17.60 17.80 18.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022618\
Data File : BF103215.D

Acq On : 26 Feb 2018 13:40

Operator : SJ/JU

Sample - J1652-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF022218_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... 2.16 33.6 ng 1803980 1 6.87 1073430 20.0
2-Pentanone, 4-hy... 5.12 5.6 ng 299504 1 6.87 1073430 20.0
unknown6 .65 6.65 85.7 ng 4601370 1 6.87 1073430 20.0
Hexadecane 9.83 2.1 ng 126645 3 9.91 1226580 20.0
Hexadecanoic acid... 12.79 6.4 ng 335884 5 14.05 1050710 20.0
Butyl myristate 13.49 4.6 ng 242401 5 14.05 1050710 20.0
Tricosyl trifluor... 13.87 4.5 ng 235224 5 14.05 1050710 20.0
Perylene 15.41 3.6 ng 180193 6 15.54 1006100 20.0
unknownl7 .62 17.62 2.1 ng 104056 6 15.54 1006100 20.0
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