LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103214.D

Aca On : 26 Feb 2018 13:14

Operator : SJ/JU

Sample : J1652-01

Misc :

ALS Vial : 11 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 2.151 5 11 20 rvB 1017673 1346272 35.89% 3.504%
2 5.104 509 513 524 rVB 215948 298195 7.95% 0.776%
3 5.492 575 579 595 rBVY 3420638 3750994 100.00% 9.762%
4 6.504 746 751 754 rBVY 3369912 3523816 93.94% 9.170%
5 6.639 770 774 778 rBVY 3629323 3631800 96.82% 9.451%
6 6.869 809 813 818 rBVY 1276931 1063886 28.36% 2.769%
7 7.028 835 840 843 rBVY 3055881 2839833 75.71% 7 .390%
8 7.433 904 909 912 rBV 2416481 2419138 64.49% 6.296%
9 8.151 1027 1031 1052 rVB 1556745 1458233 38.88% 3.795%
10 9.227 1209 1214 1217 rBvV 3733881 3567950 95.12% 9.285%
11 9.298 1223 1226 1229 rVB 64224 53308 1.42% 0.139%

12 9.616 1275 1280 1288 rBV 268716 280254 7.47% 0.729%
13 9.827 1312 1316 1319 rBV 174035 134926 3.60% 0.351%
14 9.910 1326 1330 1333 rBV 1424857 1382297 36.85% 3.597%

15 9.939 1333 1335 1338 rVB 72708 59867 1.60% 0.156%
16 10.116 1362 1365 1368 rBV 46015 39161 1.04% 0.102%
17 10.327 1398 1401 1404 rVB 204195 151191 4._.03% 0.393%
18 10.457 1420 1423 1426 rVB 71919 58836 1.57% 0.153%
19 10.545 1432 1438 1440 rBV2 54164 65647 1.75% 0.171%

20 10.698 1460 1464 1478 rBV 1864475 1924724 51.31% 5.009%

21 10.798 1478 1481 1489 rVB 123504 144955 3.86% 0.377%
22 11.245 1553 1557 1560 rBV2 52819 54801 1.46% 0.143%
23 11.398 1579 1583 1585 rBV 1298334 1146316 30.56% 2.983%
24 11.421 1585 1587 1591 rVV 369861 305875 8.15% 0.796%

25 11.474 1592 1596 1600 rVB 71394 72310 1.93% 0.188%
26 11.910 1665 1670 1671 rBV2 36166 44167 1.18% 0.115%
27 12.016 1684 1688 1690 rBV2 145245 147701 3.94% 0.384%
28 12.192 1716 1718 1721 rBV 54028 46878 1.25% 0.122%

29 12.616 1786 1790 1793 rBV 828761 788137 21.01% 2.051%
30 12.792 1817 1820 1823 rVB 497577 411557 10.97% 1.071%

31 12.845 1823 1829 1831 rVV 573891 671700 17.91% 1.748%

32 12.863 1831 1832 1835 rVB 125334 98380 2.62% 0.256%
33 12.980 1846 1852 1856 rBV 2452051 2406117 64.15% 6.262%
34 13.057 1861 1865 1870 rBvV4 34827 60890 1.62% 0.158%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103214.D

Aca On : 26 Feb 2018 13:14

Operator : SJ/JU

Sample : J1652-01

Misc :

ALS Vial : 11 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 13.168 1877 1884 1887 rBV 101767 146311 3.90% 0.381%

36 13.239 1892 1896 1898 rVvVv 77660 72942 1.94% 0.190%
37 13.498 1936 1940 1943 rVB 317201 290737 7.75% 0.757%
38 13.539 1944 1947 1949 rVVv2 62170 53550 1.43% 0.139%
39 13.563 1949 1951 1955 rVB2 46921 37538 1.00% 0.098%

40 13.868 2000 2003 2009 rVB2 242587 275881 7.35% 0.718%

41 14.004 2023 2026 2029 rBV 231237 222157 5.92% 0.578%
42 14.045 2029 2033 2036 rVV2 948910 1083577 28.89%% 2.820%

43 14.068 2036 2037 2042 rVB 140084 92407 2.46% 0.240%
44 14.186 2054 2057 2061 rBV 79287 80815 2.15% 0.210%
45 14.498 2107 2110 2115 rBV3 82889 114304 3.05% 0.297%
46 14.809 2160 2163 2166 rBV 83777 84962 2.27% 0.221%
47 15.104 2209 2213 2218 rBV 81675 154556 4.12% 0.402%
48 15.151 2218 2221 2224 rVB 70756 79316 2.11% 0.206%
49 15.474 2273 2276 2282 rBV 56836 76825 2.05% 0.200%
50 15.539 2282 2287 2297 rBvV2 717575 1032375 27.52% 2.687%
51 15.974 2358 2361 2365 rVB 52840 77350 2.06% 0.201%
Sum of corrected areas: 38425715
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Data Path :

Data File : BF103214.D
Aca On :

Operator : SJ/JU
Sample - J1652-01
Misc :

ALS Vial : 11

Quant Method
Quant Title

TIC Library :

LSC Report - Integrated Chromatogram

26 Feb 2018 13:14

Z:\HPCHEMI\BNA F\DATA\BF022618\

Sample Multiplier: 1

C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

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

Abundance

3500000

3000000

2500000

2000000

1500000

.15

1000000

500000

TIC: BF103214.D

5.10

5.49

6.50

6.87

7.03

7.43

Or—r——
Time--> 2.50

5.00

R
5.50 6.00

.00 7.50

Abundance

3500000

3000000

2500000

2000000

8.15

1500000

1000000

500000

04
Time--> 8.00

8.50

9.00

9.91

TIC: BF103214.D

10.70

11.00

11.50

12.50

12.98

Abundance

3500000

3000000

2500000

2000000

1500000

14.04
1000000

15.54

TIC: BF103214.D

500000
138409710 1450 1481 15805 15 15.97
S,
] et —
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 : BF103214.D

Aca On : 26 Feb 2018 13:14

Operator : SJ/JU

Sample : J1652-01

Misc :

ALS Vial : 11 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.

2.15 25.31 ng 1346270 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 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 37
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 10

Abundance Scan 11 (2.151 min): BF103214.D (-5) (-) m/z 73.00 100.00%

n
5000 43
55 87

220 230 240 2.50 2.60

obrrrerrre S ST 0 e M/Z 43.00  40.91%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 LELIL I LI L L LB L LI B

43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 55.00 30.30%

29
| 35 |, 67 ||, 80
0.,....,....,....,....,....,....,....,....,....,....,....,....
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87

2.20 2.30 2.40 2.50 2.60

5000 4 55 m/z 87.00 23.51%
29
0 47 67 79 97 112 129
B L B o o B o o R EAREEEEEEE SRS
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl-
73 2.20 2.30 2.40 2.50 2.60

m/z 41.00 13.06%

5000 43
58
29 ﬁ7
L

m/z--> 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 : BF103214.D

Aca On : 26 Feb 2018 13:14

Operator : SJ/JU

Sample : J1652-01

Misc :

ALS Vial : 11 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.

5.10 5.61 ng 298195 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 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
3 Butane. 1l-ethoxv- 102 C6H140 000628-81-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 9

Abundance Scan 512 (5.098 min): BF103214.D (-509) (-) m/z 43.00 100.00%
43
59
5000
1o 480 500 520 540
Ol S8 2 8s.00 59.73%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L LS UL I
59 480 500 520 540
m/z 101.00 17 .35%
15 31 101
o | 25 7 37, 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
480 500 520 540
5000 m/z 58.00 15.76%
58
L7 g 72 100
e S I UL SULIULS SUSIILS IS IULIULS SULILS UL I
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4425: Butane, 1-ethoxy-
59 480 5.00 5.20 5.40
31 m/z 41.00 9.18%
5000 41
73
0 1\5 ‘ | 147 53\‘ , ‘ 87 102
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103214.D

Aca On : 26 Feb 2018 13:14

Operator : SJ/JU

Sample : J1652-01

Misc :

ALS Vial : 11 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 unknown6.64 Concentration Rank 1

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

6.64 68.27 ng 3631800 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 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
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 774 (6.639 min): BF103214.D (-770) (-) m/z 132.00 100.00%
32
5000 68
6 U LN L L
40 | 75 104 6.40 6.60 6.80 7.00
0 ..,....,....,...:l'!.‘.‘?,:'.. ??:.n.' S 1 A M S | N m/z 68.00 41.15%
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 N
5000 B RS S R
6.40 6.60 6.80 7.00
3 78 m/z 134.00 32.70%
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 27.85%
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 A E e R R e

132 6.40 6.60 6.80 7.00
m/z 69.00 15.72%

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 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103214.D

Aca On : 26 Feb 2018 13:14

Operator : SJ/JU

Sample : J1652-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

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

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Heptadecane Concentration Rank 11

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

10.33 2.19 ng 151191 Acenaphthene-d10 9.91

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Tridecane 184 C13H28 000629-50-5 86
3 Hexadecane 226 C16H34 000544-76-3 86
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 83
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 80

Abundance Scan 1401 (10.327 min): BF103214.D (-1398) (-) m/z 57.00 100.00%
57
43
99 10.00 10.20 10.40 10.60
113 127 141
0 195 169 m/z 43.00 62.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94345: Heptadecane
57
43
71
5000 LA L L L I L L LB
85 10100 10,20 10,40 10.60
29 9 m/z 71.00 52.48%
o ﬂ A h Lo 1}3127141155169182196210 240
L B R B et et
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43 27
71 10.00 10.20 10.40 10.60
5000 m/z 85.05 34 .32%
85
29
ol 15 99 113127 141 155 184
e o fea s N ot T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83025: Hexadecane
a3 57 10.00 10.20 10.40 10.60
m/z 41.00 29.48%
5000 n
85
29
o DA “ 99 113127 141 155 169 183197 226
o B o o o e R A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10,00 10,20 10,40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103214.D

Aca On : 26 Feb 2018 13:14

Operator : SJ/JU

Sample : J1652-01

Misc :

ALS Vial : 11 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 6 Heptacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.80 2.53 ng 144955 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 9-methvlheptadecane 254 C18H38 026741-18-4 86
4 Pentadecane 212 C15H32 000629-62-9 80
5 Heneicosane 296 C21H44 000629-94-7 80
Abundance Scan 1481 (10.798 min): BF103214.D (-1478) (-) m/z 57.00 100.00%
g7
- i /LJ\MMN/L@
R IR SN
113 10.40 10.60 10.80 11.00 11.20
ol b 38 m/z 43.00 66.16%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
5000 ARV AR B
85 10,40 10.60 10.80 11.00 11.20
m/z 71.00 56.47%
o 290 | s 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance
57
10.40 10.60 10.80 11.00 11.20
5000 m/z 85.05 37.70%
85
29
0 113 141 169 197 226
m/z--> 50 100 150 200 250 300 350
Abundance #105887: 9-methylheptadecane e LA RERE R
57 10.40 10.60 10.80 11.00 11.20
85 m/z 41.00 29.85%
5000
140
29 ‘
0.\.1.,'.1. I n u | 168 16 29
m/z--> 50 100 150 200 250 300 350 10,40 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103214.D

Aca On : 26 Feb 2018 13:14

Operator : SJ/JU

Sample : J1652-01

Misc :

ALS Vial : 11 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 4H-Cyclopenta[def]phenanthrene Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.02 2.58 ng 147701 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 91
2 2.2"-Bis(4.5-dimethvlimidazole) 190 C10H14N4 069286-06-2 50
3 Phenol. 4-(2-thienvimethvl)- 190 C11H100S 091680-55-6 50
4 2.3.5.6-Tetramethvlterephthalald... 190 C12H1402 007072-01-7 30
5 4-(4-Chlorophenyl)pyridine 189 C11H8CIN 005957-96-0 25
Abundance Scan 1689 (12.021 min): BF103214.D (-1684) (-) m/z 190.00 100.00%
190

5000

S

11.80 12.00 12.20 12.40

115129 151163

0 m/z 189.00 79.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190
5000
94 11.80 12.00 12.20 12.40
m/z 191.00 23.05%
0 27 39 51 63 8L || 110122 137150163 178
s s e i L
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
42 190
11.80 12.00 12.20 12.40
5000 122 m/z 94.40 19.04%
o4 162
28 | 5446 175
15 80 | 108 | 134 %
Ol el ol ol e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #52871: Phenol, 4-(2-thienylmethyl)-
190 11.80 12.00 12.20 12.40
m/z 94.70 18.89%
5000

97

157 173

:

115128 145

R R Es s e ]
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103214.D

Aca On : 26 Feb 2018 13:14

Operator : SJ/JU

Sample : J1652-01

Misc :

ALS Vial : 11 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 Hexadecanoic acid, butyl ester Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.79 7.60 ng 411557 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 91
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 91
3 2.2-Dimethvl-1.3-butanediol 118 C6H1402 000076-35-7 43
4 Hexadecanoic acid. 2-methvlpropv... 312 C20H4002 000110-34-9 37
5 Butyl 4,8,12-trimethyl-tridecanoate 312 C20H4002 1000336-63-2 37

Abundance Scan 1820 (12.792 min): BF103214.D (-1817) (-) m/z 56.00 100.00%
56
5000 a1
129 239 257
157 185 213 12.40 12.60 12.80 13.00 13.20
Ohprrrr el || ”\ .|I| -"-'11.3..l..,....,....,.'...,...'.....|....-....,....,.3.?.2, m/z 57.00 55_23%
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 --------L-\/\-—T-\’-_:«-J\ﬁ
41 1240 12.60 12.80 13.00 13.20
1 957 m/z 43.00 37.51%
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 36.41%
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 LA.,hv,~v¢«-
Abundance #8847: 2,2—Dimethy|—l,3—butanedio| [T T [ T[T T [ TTrr [T
56 12.40 12.60 12.80 13.00 13.20
m/z 55.00 30.21%
5000 41

|, 85101118 ,Jv,uuﬂvw_d-J

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 40 12. 60 12. 80 13. OO 13. 20

f

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103214.D

Aca On : 26 Feb 2018 13:14

Operator : SJ/JU

Sample : J1652-01

Misc :

ALS Vial : 11 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 9 Fluoranthene, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.17 2.70 ng 146311 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 93
2 11H-Benzolalfluorene 216 C17H12 000238-84-6 93
3 11H-Benzolblfluorene 216 C17H12 000243-17-4 93
4 Pvrene. l-methvl- 216 C17H12 002381-21-7 91
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 86
Abundance Scan 1884 (13.168 min): BF103214.D (-1877) (-) m/z 216.10 100.00%
216
5000
108
9 150 187 302 12.80 13.00 13.20 13.40
I~ 124 earis4 m/z 215.05  87.99%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #74424: Fluoranthene, 2-methyl-
216
5000
12.80 13.00 13.20 13.40
108 m/z 212.95 21.08%
| 4763 81 123139 163 189
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
216
12.80 13.00 13.20 13.40
5000 m/z 107.90 20.82%
108

63 77 93 | 123137 163 189

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #74418: 11H-Benzo[b]fluorene
216 12.80 13.00 13.20 13.40

m/z 217.10 18.68%

5000

107
oL 39 63 8l 122139 163 189

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103214.D

Aca On : 26 Feb 2018 13:14

Operator : SJ/JU

Sample : J1652-01

Misc :

ALS Vial : 11 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 Octadecanoic acid, butyl ester Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.50 5.37 ng 290737 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 91
2 Butvl mvristate 284 C18H3602 000110-36-1 59
3 Octadecanoic acid. 2-methvlpropv... 340 C22H4402 000646-13-9 43
4 1.3-Hexanediol. 2-ethvl- 146 C8H1802 000094-96-2 38
5 Urea, N,N"-di-2-propenyl- 140 C7H12N20 001801-72-5 38

Abundance Scan 1940 (13.498 min): BF103214.D (-1936) (-) m/z 56.00 100.00%
56
5000
3 97 129 267285
3 185 241 13.20 13.40 13.60 13.80
o A w157 1 213 2 1 dsa 0 e T00 59 30%
m/z--> 50 100 150 200 250 300
Abundance #177148: Octadecanoic acid, butyl ester
56
5000 285 340 13.20 1340 13.60 13.80
73 . 267 m/z 43.00 40.64%
97 241
ol— |3\| I \M \N .‘N‘.‘h‘ll .“h. ‘. |‘1|53| . .‘. |2|13| " .‘ I ‘ ‘ ‘3:!']1 —
m/z--> 50 100 150 200 250 300
Abundance
56
13.20 1340 13.60 13.80
5000 m/z 41.00 33.94Y%
229
73 211
129
185 284
o 39 101 157 255
m/z--> éo 160 150 260 250 360
Abundance #177166: Octadecanoic acid, 2-methylpropyl ester T
57 13.20 13.40 13.60 13.80
m/z 55.00 30.97%
5000
29 267285
83 129 |
o) .‘. \I I‘\JIMW .‘“J.“hl‘l“’.ﬁ.“. I‘:II'5|7|]:E\;?|2|13| Izjul .“. AL I3]'-O' I3‘}O o
m/z--> 50 100 150 200 250 300 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103214.D

Aca On : 26 Feb 2018 13:14

Operator : SJ/JU

Sample : J1652-01

Misc :

ALS Vial : 11 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 Tricosyl trifluoroacetate Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.87 5.09 ng 275881 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosvl trifluoroacetate 436 C25H47F302 1000351-75-1 91
2 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 91
3 Dotriacontvl pentafluoropropionate 612 C35H65F502 1000351-81-4 91
4 Tetracosvl heptafluorobutvrate 550 C28H49F702 1000351-83-7 91
5 Hexacosyl pentafluoropropionate 528 C29H53F502 1000351-81-2 91
Abundance Scan 2003 (13.868 min): BF103214.D (-2000) (-) m/z 57.00 100.00%
57
5000 97
6 163 . 234 13.60 13.80 14.00 14.20
o....,.H-J.J,dlf.e,.l..???.s.,...??9...,....,....,....,....,....,. m/z 43.00 73.14%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #223732: Tricosy! trifluoroacetate
57
97
5000 LR BN SULRL L B
13.60 13.80 14.00 14.20
m/z 55.00 61.40%
oh 2L, u ‘ | ‘F 181210 280 202322 307 418
m/z--> 5 100 150 200 250 300 3%0 460 450 500 550 600
Abundance
57
o7 13.60 13.80 14.00 14.20
5000 m/z 83.00 48_.06%
27 139 437
oo bl iy, 181210 250 306335 302 Ar 488 -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241397: Dotriacontyl pentafluoropropionate A
57 13.60 13.80 14.00 14.20
. m/z 71.00 48.04%
5000
‘ P39
o 2 AR A} 8L 222 264 320 362 404 448 493 5
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 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 : BF103214.D

Aca On : 26 Feb 2018 13:14

Operator : SJ/JU

Sample : J1652-01

Misc :

ALS Vial : 11 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 12 Octacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.50 2.11 ng 114304 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Hexacosane 366 C26H54 000630-01-3 86
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 80
4 Heptacosane 380 C27H56 000593-49-7 80
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 80
Abundance Scan 2110 (14.498 min): BF103214.D (-2107) (-) m/z 57.00 100.00%
57
5000 85
13 14:20 14.40 14.60 14.80
169
o] B d ) 232 100 199 228201 284308333 0 ‘m/z 71.00 56.18%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 U AL B B S
85 14.20 14.40 14.60 14.80
29 m/z 43.00 52.19%
oLl h | (M3 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2éo 360 3éo
Abundance
57
14:20 14.40 14.60 14.80
5000 g5 m/z 85.00 39.79%
113
o 29 141 169 197 225 253 295 366
m/z--> 55 160 1%0 260 2éo 360 3éo
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl- e RAREEmEne
57 14.20 14.40 14.60 14.80
m/z 41.00 19.57%
5000 85
0 ‘ ’l \J]&3ﬂ41 183 211 239 267 296
m/z--> 5'0 1(')0 1&1;0 2(')0 250 3(')0 3&'30 ' 14.'20 14.'40 14.|60 14.|80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022618\
Data File : BF103214.D

Acq On : 26 Feb 2018 13:14

Operator : SJ/JU

Sample - J1652-01

Misc :

ALS Vial : 11 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... 2.15 25.3 ng 1346270 1 6.87 1063890 20.0
2-Pentanone, 4-hy... 5.10 5.6 ng 298195 1 6.87 1063890 20.0
unknown6 .64 6.64 68.3 ng 3631800 1 6.87 1063890 20.0
Heptadecane 10.33 2.2 ng 151191 3 9.91 1382300 20.0
Heptacosane 10.80 2.5 ng 144955 4 11.40 1146320 20.0
4H-Cyclopenta[def... 12.02 2.6 ng 147701 4 11.40 1146320 20.0
Hexadecanoic acid... 12.79 7.6 ng 411557 5 14.04 1083580 20.0
Fluoranthene, 2-m... 13.17 2.7 ng 146311 5 14.04 1083580 20.0
Octadecanoic acid... 13.50 5.4 ng 290737 5 14.04 1083580 20.0
Tricosyl trifluor... 13.87 5.1 ng 275881 5 14.04 1083580 20.0
Octacosane 14.50 2.1 ng 114304 5 14.04 1083580 20.0
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