LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031918\
Data File : BF103773.D

Aca On : 19 Mar 2018 23:12

Operator : JU/SJ

Sample : J1972-02

Misc :

ALS Vial : 16 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 2.346 37 44 50 rvB 160129 224066 5.45% 0.564%
2 5.228 530 534 543 rVB 162066 218487 5.32% 0.550%
3 5.604 592 598 601 rBY 3724765 4076814 99.19% 10.259%
4 5.922 648 652 659 rVB 53588 49565 1.21% 0.125%
5 6.598 760 767 770 rBVY 3483288 4109922 100.00% 10.343%
6 6.745 786 792 795 rBVY 3954939 4097494 99.70% 10.311%
7 6.975 827 831 834 rVB 1023515 889322 21.64% 2.238%
8 7.134 853 858 861 rBY 3193041 3209314 78.09% 8.076%
9 7.539 920 927 930 rBVY 2361439 2660347 64.73% 6.695%
10 7.598 933 937 946 rVB 39265 43998 1.07% 0.111%

11 8.251 1044 1048 1052 rBV 1288890 1157444 28.16% 2.913%
12 9.327 1225 1231 1234 rBV 4043926 3927352 95.56% 9.883%
13 9.716 1291 1297 1300 rBV 455302 345600 8.41% 0.870%
14 9.927 1329 1333 1336 rBvV 106140 76834 1.87% 0.193%
15 10.016 1344 1348 1351 rBV 1191308 1125395 27.38% 2.832%

16 10.427 1416 1418 1421 rVB 131222 93583 2.28% 0.236%
17 10.651 1449 1456 1458 rBV2 37470 46362 1.13% 0.117%
18 10.804 1478 1482 1486 rBV 2206859 2113749 51.43% 5.319%
19 10.904 1496 1499 1509 rVB 107246 121570 2.96% 0.306%
20 11.351 1572 1575 1578 rBV 67520 57863 1.41% 0.146%

21 11.504 1597 1601 1604 rBV 1120144 984307 23.95% 2.477%
22 11.527 1604 1605 1610 rVvVv 297633 201367 4_.90% 0.507%

23 11.580 1610 1614 1617 rVB 73799 61244 1.49% 0.154%
24 12.010 1683 1687 1689 rBV2 98528 96860 2.36% 0.244%
25 12.033 1689 1691 1697 rVB2 70174 64168 1.56% 0.161%
26 12.121 1702 1706 1708 rBV2 57795 60568 1.47% 0.152%

27 12.721 1804 1808 1812 rBV 511365 414621 10.09% 1.043%
28 12.951 1841 1847 1853 rBV 440405 496055 12.07% 1.248%
29 13.092 1867 1871 1875 rBV 2742493 2688299 65.41% 6.765%

30 13.168 1880 1884 1888 rBV3 33411 53464 1.30% 0.135%
31 13.280 1900 1903 1906 rVB 70832 67558 1.64% 0.170%
32 13.386 1917 1921 1924 rBV 94752 95186 2.32% 0.240%
33 13.480 1934 1937 1939 rBV2 69537 58782 1.43% 0.148%
34 13.510 1939 1942 1945 rVV 58584 51532 1.25% 0.130%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031918\
Data File : BF103773.D

Aca On : 19 Mar 2018 23:12

Operator : JU/SJ

Sample : J1972-02

Misc :

ALS Vial : 16 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 13.792 1987 1990 1995 rVB 72768 78151 1.90% 0.197%
36 13.851 1995 2000 2003 rBV 77143 74054 1.80% 0.186%
37 13.892 2003 2007 2008 rBV 89639 96215 2.34% 0.242%
38 13.910 2008 2010 2012 rVB2 79496 64276 1.56% 0.162%
39 13.974 2016 2021 2024 rBV3 191658 245342 5.97% 0.617%
40 14.121 2043 2046 2047 rBV2 45060 45413 1.10% 0.114%

41 14.157 2047 2052 2055 rVVv2 1085077 1251223 30.44% 3.149%
42 14.180 2055 2056 2063 rVB 331006 266727 6.49% 0.671%

43 14.239 2063 2066 2068 rBV2 99969 95894 2.33% 0.241%
44 14.392 2087 2092 2094 rBV3 52431 85282 2.08% 0.215%
45 14.509 2109 2112 2114 rBV2 51482 50502 1.23% 0.127%

46 14.551 2114 2119 2122 rVV2 165081 250200 6.09% 0.630%
47 14.580 2122 2124 2127 rVV 109780 120567 2.93% 0.303%
48 14.615 2127 2130 2133 rVV2 88209 123535 3.01% 0.311%
49 14.674 2137 2140 2143 rVV2 80498 107849 2.62% 0.271%
50 14.698 2143 2144 2149 rVV3 60496 61436 1.49% 0.155%

51 14.745 2149 2152 2156 rVB4 34350 45589 1.11% 0.115%
52 14.898 2174 2178 2180 rBV 96370 135914 3.31% 0.342%
53 14.951 2185 2187 2190 rVvV 107498 143311 3.49% 0.361%
54 14.992 2191 2194 2196 rVV 95478 120514 2.93% 0.303%
55 15.015 2196 2198 2204 rVB2 59149 78214 1.90% 0.197%

56 15.239 2231 2236 2239 rBV 222450 359910 8.76% 0.906%
57 15.351 2253 2255 2259 rVB 44629 41501 1.01% 0.104%
58 15.562 2287 2291 2297 rBV 170606 217689 5.30% 0.548%
59 15.627 2298 2302 2308 rVB 220070 302083 7.35% 0.760%
60 15.698 2309 2314 2317 rBV 521010 673193 16.38% 1.694%

61 15.727 2317 2319 2327 rVB2 70081 92526 2.25% 0.233%
62 16.168 2391 2394 2398 rVB2 54932 72651 1.77% 0.183%
63 16.715 2483 2487 2489 rBV3 26533 45076 1.10% 0.113%

64 17.262 2575 2580 2588 rVB2 100066 203395 4._.95% 0.512%
65 17.745 2657 2662 2671 rVB2 72283 150144 3.65% 0.378%

Sum of corrected areas: 39737468
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031918\
Data File : BF103773.D

Aca On : 19 Mar 2018 23:12

Operator : JU/SJ

Sample : J1972-02

Misc :

ALS Vial : 16 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:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Abundance
4000000

3000000

2000000

1000000

TIC: BF103773.D
5.60

2.35

5.23

5.92

75

6.60
7.13
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Time--> 2.50

3.00

3.50

4.00

4.50

5.00

5.50

N
| L

6.00

Abundance
4000000

3000000

2000000

8.25
1000000

9

33

10.02

9.72
9.9

TIC: BF103773.D

10.80

0.90

11.50

11.53
11.35

10.43 J
0:4310.65 .3

L

.58

13.09
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Or——
Time-->

A
9.50 10.00 10.50 11.00 11.50

12.00 12.50

13.00

Abundance
4000000

3000000

2000000
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TIC: BF103773.D

16.72 17.26
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17.00
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18.00 18.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031918\
Data File : BF103773.D

Aca On : 19 Mar 2018 23:12

Operator : JU/SJ

Sample : J1972-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 4

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

2.35 5.04 ng 224066 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 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 10
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 45 (2.351 min): BF103773.D (-37) (-) m/z 73.05 100.00%
3
5000
43 55 87 I S U
220 240 260 2.80
Ol et s et e e e e e || M7z 43.00 31.41%
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 2.80
55 87 m/z 87.10 26.02%
0 ﬁg 35‘\W\ ‘ 67| 80
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 L P N N
220 240 260 280
5000 a1 55 m/z 55.00 25.52%
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- o S e
73 220 240 260 2.80
m/z 71.10 11.81%
5000
45
29
ol 39| 5 67 | 101 o
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 220 240 260  2.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031918\
Data File : BF103773.D

Aca On : 19 Mar 2018 23:12

Operator : JU/SJ

Sample : J1972-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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.

5.23 4.91 ng 218487 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 59
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 534 (5.228 min): BF103773.D (-530) (-) m/z 43.00 100.00%
a3
59
5000
i ok S abh e ok
83 : : : : :
o...,....,....,....-,':'...‘??.':I,...‘??....,.-...,...:,....,....,....,....,...., m/z 58.95 59.36%
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 RS S I
480 5.00 520 5.40 5.60
59 101 m/z 101.00 22.43%
0 s s | e 8
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
- 480 500 520 540 560
5000 m/z 58.00 17.29%
29 101
o 2 7383
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 e B
50 480 5.00 520 5.40 5.60
m/z 41.00 9.27%
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 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031918\
Data File : BF103773.D

Aca On : 19 Mar 2018 23:12

Operator : JU/SJ

Sample : J1972-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 unknown6.75 Concentration Rank 1

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

6.75 92.15 ng 4097490 1,4-Dichlorobenzene-d4 6.97
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 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 793 (6.751 min): BF103773.D (-786) (-) m/z 132.00 100.00%
32
5000
68
‘ % 6.40 6.60 6.80 7.00
40 54 75 104 : : :
o..,....,....,...:;-..‘.‘7.,....??.I.'....,..f??,..!.,....,.1.1:‘3.,....,"...,.. m/z 134.00  34.70%
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 DA S SR
6.40 6.60 6.80 7.00
3 78 m/z 68.10 31.22%
138
H |
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.40 6.60 6.80 7.00
5000 67 m/z 66.00 19.27%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmmﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole B B e R AR

132 6.40 6.60 6.80 7.00
m/z 96.00 12 .88%

5000
104

51 66 77
14 27 37 44> 58 | ' 8997 | 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\BF031918\
Data File : BF103773.D

Aca On : 19 Mar 2018 23:12

Operator : JU/SJ

Sample : J1972-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 2-Bromo dodecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

10.90 2.47 ng 121570 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 90
2 Dodecane. l1-i1odo- 296 C12H25l1 004292-19-7 90
3 Heptadecane 240 C17H36 000629-78-7 90
4 Eicosane 282 C20H42 000112-95-8 90
5 Hexadecane 226 C16H34 000544-76-3 90

Abundance Scan 1498 (10.898 min): BF103773.D (-1496) (-) m/z 57.10 100.00%

57
43 71

5000

99 10.60 10.80 11.00 11.20

113127 141 155

0! m/z 71.05 71.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #100330: 2-Bromo dodecane
57
43 71
5000 85 TT [T T T T[T T T T[T TTr[rrrT
10.60 10.80 11.00 11.20
m/z 43.10 69.44%
29 99
113 127 169
A O o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57
71 N
10.60 10.80 11.00 11.20
5000 43 85 m/z 85.10 48 .57%
29 99 155
o 113127 149 7°°169 183 197
R B L e R R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94346: Heptadecane S T e T
57 10.60 10.80 11.00 11.20
43 71 m/z 41.00 32.13%
85
5000
29 99
113
s [l | HP127141155169183 197011 240
.”,”.w.”.“.”,”.w.”...”,”.w.”...” B iaRmsEmns R REAREEE SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10 60 10. 80 11. 00 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031918\
Data File : BF103773.D

Aca On : 19 Mar 2018 23:12

Operator : JU/SJ

Sample : J1972-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 Pentafluoropropionic acid, ... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.97 3.92 ng 245342 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 90
2 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 81
3 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 80
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 78
5 n-Heptadecanol-1 256 C17H360 001454-85-9 64
Abundance Scan 2020 (13.968 min): BF103773.D (-2016) (-) m/z 230.05 100.00%
230
55 g3
5000
111
139 176 202 281302 13.60 13.80 14.00 14.20
0 . m/z 229.05 95.72%
m/z--> 50 100 150 200 250 300 350
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester
57
5000
13.60 13.80 14.00 14.20
2 m/z 55.00 68.89%
oL AL “ L | 1139 163182 210 255 356
m/z--> 50 150 200 250 300 350
Abundance
57
97 RIS R BN BRI I
13.60 13.80 14.00 14.20
5000 m/z 43.05 68.69%
29 125
0 77 154 182 210 238 283 334
m/z--> 50 100 150 200 250 300 350
Abundance #212865: Pentafluoropropionic acid, heptadecyl ester B e e o N EEmes
57 13.60 13.80 14.00 14.20
97 m/z 57.00 66.81%
5000
29 125
0 e \\} 154 187 210 238 283 384
m/z--> 50 100 150 260 250 300 350 1360 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031918\
Data File : BF103773.D

Aca On : 19 Mar 2018 23:12

Operator : JU/SJ

Sample : J1972-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 Triphenylene, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.55 4.00 ng 250200 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triphenvlene. 2-methvl- 242 C19H14 001705-84-6 94
2 Benzlalanthracene. 7-methvl- 242 C19H14 002541-69-7 93
3 Chrvsene. 1l-methvl- 242 C19H14 003351-28-8 91
4 Benzlalanthracene. 8-methvl- 242 C19H14 002381-31-9 89
5 Chrysene, 6-methyl- 242 C19H14 001705-85-7 81

Abundance Scan 2119 (14.551 min): BF103773.D (-2114) (-) m/z 242.10 100.00%

242

5000

119 14.20 14.40 14.60 14.80

213226

139 159 174 189

(o} m/z 241.10 29.29%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #96045: Triphenylene, 2-methyl-
242
5000

14.20 14.40 14.60 14.80
m/z 239.10 26.59%

121

| 44 63 87 10777134 150163 187200213226
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance
242
14.20 14.40 14.60 14.80
5000 m/z 243.10 23.06%
121
0,39 63 87 108 139 163 187202215228
T T T T T e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #96037: Chrysene, 1-methyl- e BB Bama B e
242 14.20 14.40 14.60 14.80
m/z 240.05 10.49%
5000

120
63 80 94107 150163 187200213226
MBI e e,

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031918\
Data File : BF103773.D

Aca On : 19 Mar 2018 23:12

Operator : JU/SJ

Sample : J1972-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 Benz(a)anthracene, 6,12-dim... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.90 2.17 ng 135914 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benz(a)anthracene. 6.12-dimethvl- 256 C20H16 000568-81-0 94
2 Benz(a)anthracene. 8.12-dimethvl- 256 C20H16 020627-31-0 93
3 Benz(a)anthracene. 6.7-dimethvl- 256 C20H16 020627-28-5 93
4 4.12-Dimethvlbenzlalanthracene 256 C20H16 035187-19-0 93
5 Benz(a)anthracene, 6,8-dimethyl- 256 C20H16 000317-64-6 90
Abundance Scan 2178 (14.898 min): BF103773.D (-2174) (-) m/z 256.10 100.00%
236
5000
73 120 147 221
94 281 355 429 14.60 14.80 15.00 15.20
ol B LAl | 27a100 bl S, %270 8 hm/z 239.05  29.51%
m/z--> 50 100 150 200 250 300 350 400
Abundance #107723: Benz(a)anthracene, 6,12-dimethyl-
256
5000 U A IR B B
14.60 14.80 15.00 15.20
M m/z 241.10 24 _A7%
-

120
39 63 87 ||, 163 202226
!

ol e e
m/z--> 50 100 150 200 250 300 350 400
Abundance
256
R A e
14.60 14.80 15.00 15.20
5000 m/z 257.10 20.88%
120
oL28 63 88 163 202226
— T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #107718: Benz(a)anthracene, 6,7-dimethyl- A BEaEE B
256 14.60 14.80 15.00 15.20
m/z 240.10 16.59%
5000
128
ol 39 63 101,77 163 202?%6l
e B e e AL B o o e R B LR
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031918\
Data File : BF103773.D

Aca On : 19 Mar 2018 23:12

Operator : JU/SJ

Sample : J1972-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 3,9-Dimethylbenz[a]anthracene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.95 4.26 ng 143311 Perylene-di12 15.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.9-Dimethvlbenzlalanthracene 256 C20H16 000316-51-8 98
2 Benzolclphenanthrene. 5.8-dimethvl- 256 C20H16 054986-63-9 93
3 Benz(a)anthracene. 6.7-dimethvl- 256 C20H16 020627-28-5 93
4 5.12-Dimethvlbenzlalanthracene 256 C20H16 021297-22-3 91
5 Benz(a)anthracene, 7,8-dimethyl- 256 C20H16 000604-81-9 91

Abundance Scan 2187 (14.951 min): BF103773.D (-2185) (-) m/z 256.10 100.00%
236
5000
45 73 9p 119 153174198 2261 || 283 318 355 401 430 14.60 14.80 15.00 15.20
o S, MR- S F N M St VNG B i i B S S M m/z 239.05  27.49%
m/z--> 50 100 150 200 250 300 350 400
Abundance #107714: 3,9-Dimethylbenz[a]anthracene
256
5000 AN SURIUR SR B
14.60 14.80 15.00 15.20
43 m/z 257.10 21.37%
O ‘ L 75 1(\)1\\ }?8 163 189 22\6 L ulb
m/z--> 50 100 150 200 250 300 350 400
Abundance
256
14.60 14.80 15.00 15.20
5000 m/z 255.05 17.78%
o3 63 88 130163 20222
m/z--> 50 100 150 200 250 300 350 400
Abundance #107718: Benz(a)anthracene, 6,7-dimethyl- e
256 14.60 14.80 15.00 15.20
m/z 119.40 14 .22%
5000
ol 39 63 101,%f8 163 202?%6l
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20

8270-BF031518.M Tue Mar 20 14:42:46 2018

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031918\
Data File : BF103773.D

Aca On : 19 Mar 2018 23:12

Operator : JU/SJ

Sample : J1972-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 Benz(a)anthracene, 8,12-dim... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.99 3.58 ng 120514 Perylene-di12 15.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benz(a)anthracene. 8.12-dimethvl- 256 C20H16 020627-31-0 94
2 Benzlalanthracene. 7.12-dimethvl- 256 C20H16 000057-97-6 91
3 Benz(a)anthracene. 6.12-dimethvl- 256 C20H16 000568-81-0 87
4 5.12-Dimethvlbenzlalanthracene 256 C20H16 021297-22-3 87
5 Chrysene, 5-ethyl- 256 C20H16 054986-62-8 87
Abundance Scan 2194 (14.992 min): BF103773.D (-2191) (-) m/z 256.10 100.00%
6
5000
128
43 68 100 155 226 278 14.60 14.80 15.00 15.20 15.40
| 129 28 Tm/z 239.10  34.88%
m/z--> 50 100 150 200 250 300 350 400
Abundance #107724: Benz(a)anthracene, 8,12-dimethyl-
256
5000 LN ORI AR A B
14.60 14.80 15.00 15.20 15.40
120 m/z 257.05 26.22%
28 63 88 |, 163 202226
m/z--> 50 100 150 200 250 300 350 400
Abundance
256
1460 14.80 15.00 15.20 15.40
5000 m/z 240.05 19.55%
119
oL18 39 63 87 150 176 202 226
m/z--> 50 100 150 200 250 300 350 400
Abundance #107723: Benz(a)anthracene, 6,12-dimethyl- R e RS
256 14.60 14.80 15.00 15.20 15.40
m/z 255.10 17.36%
5000
120
ol 39 63 87 |, 163 202?%6\,\
m/z--> 50 100 150 200 250 300 350 400 14,60 14.80 15.00 15.20 15.40

8270-BF031518.M Tue Mar 20 14:42:46 2018 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031918\
Data File : BF103773.D

Aca On : 19 Mar 2018 23:12

Operator : JU/SJ

Sample : J1972-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 Supraene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.02 2.32 ng 78214 Perylene-d12 15.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 80
2 Saualene 410 C30H50 000111-02-4 80
3 trans-Farnesol 222 C15H260 000106-28-5 64
4 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 64
5 3,7,11-Tridecatrienoic acid, 4,8... 264 C17H2802 036237-69-1 59
Abundance Scan 2199 (15.021 min): BF103773.D (-2196) (-) m/z 69.10 100.00%
69
5000 AA_M
at 109 137 " 14)90 1500 15,90 1540
161 190 217 287 370 430 14. 80 15. OO 15. 20 15. 40
Ollllllu.ln.ﬂull.ll.ll “'."','.‘...25|0....|...,.:..,...'. m/z 81.05 53.99Y%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
5000 LI IS SRR SULBUL L
14.80 15.00 15.20 15.40
41 m/z 41.00 21.14%
95 137
0 adefd oyl 163 191 217 245 273299 341367 410
m/z--> §0 100 150 200 250 300 350 400
Abundance
69
" 14:80 15.00 15.20 15.40
5000 m/z 109.00 11.38%
41
95 137
0 161 191 217 244 273299 341367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #79392: trans-Farnesol RS EmmEs o L
69 14.80 15.00 15.20 15.40
m/z 137.10 11.26%
5000 41
136
AN O I I A AN
m/z--> 50 100 150 200 250 300 350 400 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031918\
Data File : BF103773.D

Aca On : 19 Mar 2018 23:12

Operator : JU/SJ

Sample : J1972-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 13 Heptadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.17 2.16 ng 72651 Perylene-d12 15.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Tridecane. 3-methvl- 198 C14H30 006418-41-3 64
3 Octadecane 254 C18H38 000593-45-3 64
4 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 64
5 Nonadecane 268 C19H40 000629-92-5 62

Abundance Scan 2394 (16.168 min): BF103773.D (-2391) (-) m/z 57.05 100.00%

57

5000
3 113 140 164183 213233 266 34 355 15.80 16.00 16.20 16.40
o m/z 71.10 75.77%
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57
85
5000 LA L L L L L LB L

15.I80 16.IOO 16.|20 16.I40
29 m/z 43.05 62.04%

ol by 4 e s A

—
m/z--> 50 100 150 200 250 300 350
Abundance
57
R R E AT
15.80 16.00 16.20 16.40
5000 m/z 85.05 49_49%
29
85
13 140 109 498
ot
m/z--> 50 100 150 200 250 300 350
Abundance #105886: Octadecane A BT o e
57 15.80 16.00 16.20 16.40
m/z 99.05 25.31%
5000 85
29
oL UL M1 160 197 g5 254
— e e
m/z--> 50 100 150 200 250 300 350 15.80 16.00 16.20 16.40

8270-BF031518.M Tue Mar 20 14:42:47 2018
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031918\
Data File : BF103773.D

Acq On : 19 Mar 2018 23:12

Operator : JU/SJ

Sample - J1972-02

Misc :

ALS Vial : 16 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... 2.35 5.0 ng 224066 1 6.97 889322 20.0
2-Pentanone, 4-hy... 5.23 4.9 ng 218487 1 6.97 889322 20.0
unknown6.75 6.75 92.2 ng 4097490 1 6.97 889322 20.0
2-Bromo dodecane 10.90 2.5 ng 121570 4 11.50 984307 20.0
Pentafluoropropio... 13.97 3.9 ng 245342 5 14.16 1251220 20.0
Triphenylene, 2-m... 14.55 4.0 ng 250200 5 14.16 1251220 20.0
Benz(a)anthracene... 14.90 2.2 ng 135914 5 14.16 1251220 20.0
3,9-Dimethylbenz[... 14.95 4.3 ng 143311 6 15.70 673193 20.0
Benz(a)anthracene... 14.99 3.6 ng 120514 6 15.70 673193 20.0
Supraene 15.02 2.3 ng 78214 6 15.70 673193 20.0
Heptadecane 16.17 2.2 ng 72651 6 15.70 673193 20.0
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