LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110716\
Data File : BF091060.D

Aca On : 7 Nov 2016 17:12

Operator : UM/SJ

Sample = H5539-05

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-BF110316.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.767 5 7 56 rvB 1905492 6198175 100.00% 10.268%
2 4.819 271 274 286 rBV 647722 1225608 19.77% 2.030%
3 5.207 306 308 310 rBV 52247 83114 1.34% 0.138%
4 5.264 310 313 316 rBVY 4346200 4820918 77.78% 7.986%
5 6.327 403 406 413 rBV 4344744 5800134 93.58% 9.608%
6 6.442 413 416 418 rBVY 5028073 5320918 85.85% 8.815%
7 6.670 434 436 438 rBVY 1131017 1074540 17.34% 1.780%
8 6.830 447 450 452 rBV 3142377 4189239 67.59% 6.940%
9 7.242 483 486 488 rBV 3043060 3311464 53.43% 5.486%
10 7.950 546 548 551 rBVY 1219249 1370844 22.12% 2.271%

11 9.036 640 643 646 rBV 5243797 5341125 86.17% 8.848%
12 9.436 675 678 680 rBvV 963185 821649 13.26% 1.361%
13 9.710 699 702 704 rBV 1815760 1739901 28.07% 2.882%

14 10.122 736 738 740 rBV 41929 73593 1.19% 0.122%
15 10.156 740 741 743 rVB 125431 90330 1.46% 0.150%
16 10.373 757 760 763 rBV 51232 69584 1.12% 0.115%

17 10.499 768 771 774 rBV 3297174 3627046 58.52% 6.009%
18 10.625 780 782 786 rVB 171306 208430 3.36% 0.345%
19 11.071 820 821 823 rBV 141477 141524 2.28% 0.234%
20 11.185 829 831 835 rBv2 1385073 1777326 28.67% 2.944%

21 11.265 835 838 842 rvB3 59329 95683 1.54% 0.159%
22 11.448 849 854 856 rBv4 25123 68982 1.11% 0.114%
23 11.493 856 858 861 rBvV 89152 129762 2.09% 0.215%
24 11.734 877 879 883 rVB4 28413 72671 1.17% 0.120%
25 11.802 883 885 890 rvB3 52678 88120 1.42% 0.146%
26 11.905 893 894 898 rVvB 79657 68238 1.10% 0.113%

27 12.396 935 937 939 rBV 473489 435492 7.03% 0.721%
28 12.625 954 957 959 rBV 315881 405044 6.53% 0.671%
29 12.785 968 971 973 rBV 4367462 5635468 90.92% 9.336%
30 13.059 993 995 999 rvB2 35378 65368 1.05% 0.108%

31 13.677 1047 1049 1053 rVB 362174 469978 7.58% 0.779%
32 13.825 1059 1062 1063 rBV 1088152 1393735 22.49% 2.309%
33 14.317 1102 1105 1111 rBV2 130423 244490 3.94% 0.405%
34 14.648 1127 1134 1147 rVB2 309809 1711473 27.61% 2.835%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110716\
Data File : BF091060.D

Aca On : 7 Nov 2016 17:12

Operator : UM/SJ

Sample = H5539-05

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-BF110316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.820 1147 1149 1153 rBV 141238 230496 3.72% 0.382%

36 15.082 1170 1172 1175 rVB 58283 95293 1.54% 0.158%
37 15.151 1175 1178 1180 rBV 80337 122766 1.98% 0.203%
38 15.197 1180 1182 1185 rBV 756223 1079130 17.41% 1.788%
39 15.631 1217 1220 1221 rBV 41605 62429 1.01% 0.103%
40 15.665 1221 1223 1228 rVB3 74370 140692 2.27% 0.233%

41 15.814 1234 1236 1241 rVB2 59288 110989 1.79% 0.184%
42 16.191 1267 1269 1275 rVB3 44099 97179 1.57% 0.161%

43 16.488 1293 1295 1300 rVB2 52042 117503 1.90% 0.195%
44 16.877 1326 1329 1336 rBVY 45341 138175 2.23% 0.229%

Sum of corrected areas: 60364618
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF110716\

BF091060.D

7 Nov 2016 17:12

UM/SsJ

H5539-05

12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
5000000

4000000

3000000

1.77

2000000

1000000

TIC: BF091060.D

5.26 6.33

4.82

44

683 724

6.67

0
Time-->

4.50

Abundance
5000000

4000000

3000000

2000000

1000000

TIC: BF091060.D

10.50

11.18
7.95
9.44

Jﬁ%@l&3ﬂﬁg?2

11.0%l1 2911449 11178990

12.79

12.40 12.63

0>
Time-->

L e L R s S S B B B B s s B
11.50

9.50 10.00 10.50 11.00 12.00

T
12.50

Abundance
5000000

4000000

3000000

2000000

1000000

TIC: BF091060.D

158316.81 16.19 16.49 16.88

Time--> 13.00

17.50

T
16.50 17.00

16.00

15.00 15.50

14.50

13.50

14.00

18.50

18.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110716\
Data File : BF091060.D

Aca On : 7 Nov 2016 17:12

Operator : UM/SJ

Sample = H5539-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

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

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

4.82 22.81 ng 1225610 1,4-Dichlorobenzene-d4 6.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 42
3 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 23
4 Acetone 58 C3H60 000067-64-1 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 274 (4.819 min): BF091060.D (-271) (-) m/z 43.10 100.00%

43
59
5000

101 L e e e
440 460 480 500 520
83
o..,....,....','::..??.:I,...‘?,9....,.'...,...:,|....,....,....,....,...., m/z 59.10 61.68%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 [TTrr[rrrr[rrrrprrrrrm—
440 4.60 4.80 5.00 5.20
m/z 101.10 20.31%
31 ‘ 101
o N 83 93 7
T T T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
e EEEmmmma R
440 4.60 4.80 5.00 5.20
5000 m/z 58.05 16.73%
41
0 50 73 86
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester R RERERERS S . ™
59 440 460 480 500 520

m/z 41.10 8.64%

5000 41
68
126
0 Il s 142

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 4.40 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110716\
Data File : BF091060.D

Aca On : 7 Nov 2016 17:12

Operator : UM/SJ

Sample = H5539-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 3 unknown6.44 Concentration Rank 2

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

6.44 99.04 ng 5320920 1,4-Dichlorobenzene-d4 6.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 416 (6.442 min): BF091060.D (-413) (-) m/z 132.00 100.00%
5000 68
40 ‘ 75 % " 620 640 6.60 6.80
54 104 . . . .
o 85 2| e | M wms Ul 768 05 43340
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 BRSNS LR
6.20 6.40 6.60 6.80
2 78 m/z 134.00 34 .93%
38 44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
" 620 640 6.60 6.80
5000 97 m/z 66.10 28.10%
70
. as 60 7 g6 105 116
O T o e o T o e e e e e
miz--> 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #13680: 4-Chloro-2-fluoro-pyrimidine R e mamre
132 6.20 6.40 6.60 6.80
o7 m/z 69.10 17.47%
5000 0
52
om0 78 gg 105 116 |
O e e B B o R L R R R e
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110716\
Data File : BF091060.D

Aca On : 7 Nov 2016 17:12

Operator : UM/SJ

Sample = H5539-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 5 Pentadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.62 2.35 ng 208430 Phenanthrene-d10 11.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Heptacosane 380 C27H56 000593-49-7 90
4 Heptadecane 240 C17H36 000629-78-7 83
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 80
Abundance Scan 782 (10.625 min): BF091060.D (-780) (-) m/z 57.10 100.00%
57
5000 85
113 10.40 10.60 10.80 11.00
ol by 470 140 19 | W/Z 43.10 64.06%
m/z--> 50 100 150 200 250 300 350
Abundance #64575: Pentadecane
57
5000 AR SR SUNL I
85 10.40 10.60 10.80 11.00
29 m/z 71.10 62.96%
0 \‘ A “\ it ‘\‘ 1:}3 \141 169 212
m/z--> §0 160 1%0 260 250 360 3éo
Abundance
57
10,40 10.60 10.80 11.00
5000 m/z 85.10 38.25%
85
29
0 113 141 169 197 226
m/z--> §0 160 150 200 2%0 360 3éo
Abundance #151556: Heptacosane T
57 10.40 10.60 10.80 11.00
m/z 41.10 27 .86%
5000
85
o 297 | (113 141 169 197 225 253 281 323 351 380
m/z--> 5'0 1(')0 1&1,0 2(')0 250 3(')0 3&'30 10.'40 10.I60 10.|80 11.'00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110716\
Data File : BF091060.D

Aca On : 7 Nov 2016 17:12

Operator : UM/SJ

Sample = H5539-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 6 3-Eicosene, (E)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.68 6.74 ng 469978 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 95
2 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 91
3 1-Nonadecene 266 C19H38 018435-45-5 91
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI302 074339-54-1 91
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 91

Abundance Scan 1049 (13.677 min): BF091060.D (-1047) (-) m/z 57.10 100.00%

43 97 83

5000

:

e e R REEaEmEE
230 13.40 13.60 13.80 14.00

m/z 55.10 88 .04%

12

5
0 139154 174 200215

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106400: 3-Eicosene, (E)-
43 57

83

%

97

5000 LA L L L L L L L LB L
29 13.40 13.60 13.80 14.00
125 m/z 43.10 85.18%
o J | 139153167182196210224 252 280
S K} A
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
83 B
97 13.40 13.60 13.80 14.00
5000 m/z 69.10 81.98%
29 111

125
o 139153167182 210

Wmﬁwmmwwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #98171: 1-Nonadecene B B RS R N R
13.40 13.60 13.80 14.00

m/z 83.10 81.61%

%

5000

125

:

139154168182196210224238 266
e ———————
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110716\
Data File : BF091060.D

Aca On : 7 Nov 2016 17:12

Operator : UM/SJ

Sample = H5539-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 7 Ethanol, 2-(tetradecyloxy)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .32 3.51 ng 244490 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 87
2 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202 1000282-98-2 81
3 Bromoacetic acid. hexadecvl ester 362 C18H35Bro2 005454-48-8 76
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 76
5 1-Octadecanol 270 C18H380 000112-92-5 76
Abundance Scan 1105 (14.317 min): BF091060.D (-1102) (-) m/z 57.10 100.00%

83

5000

IS
[6)]
~

14.00 14.20 14.40 14.60
m/z 83.10 71.15%

o 154 180 204 223238 256 282

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #93396: Ethanol, 2-(tetradecyloxy)-
57

:

83

14.00 14.20 14.40 14.60
m/z 43.10 70.43%

5000

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57 83
R B
M 14.00 14.20 14.40 14.60
5000 11 m/z 55.10 69 .05%
ol 26 126 154160 191 210 238 265 295 \,/MJ\,ﬁx-va\”“A/V//\\\LV
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #145521: Bromoacetic acid, hexadecy! ester R EEmm R S
43 14.00 14.20 14.40 14.60
69 m/z 69.10 61.08%
5000
2 141
L 166181196 222
RARRARA R R B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110716\
Data File : BF091060.D

Aca On : 7 Nov 2016 17:12

Operator : UM/SJ

Sample = H5539-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 8 unknownl4.65 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.65 31.72 ng 1711470 Perylene-di12 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-(p-Chlorophenvl)-5.5-dimethvl-... 335 C18H22CINO3 1000101-49-5 38
2 Naphthalene. 1.1"-(1.2-ethanediv... 282 C22H18 015374-45-5 38
3 4-Amino-5-methvIl-2(1H)-pvrimidin... 141 C5H7N3S 007390-56-9 32
4 Piperidin-4-ol. 1.2.5-trimethvl-_... 283 C19H25NO 329789-67-5 32
5 2-Fluorobenzoic acid. heptadecyl... 378 C24H39F02 1000282-96-6 32
Abundance Scan 1134 (14.648 min): BF091060.D (-1127) (-) m/z 141.10 100.00%
141
57
5000
212 259 s 539 1440 14.60 14.80 15.00
55 453 : : : :
o,,“,1 g e S PR S S Tm/z 57.10  63.55%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #135082: 4-(p-Chlorophenyl)-5,5-dimethyl-6-(N-morpholinyl)...
141
5000 LRI I BULILILE SIS R
14.40 14.60 14.80 15.00
m/z 71.10 55.67%
112
OIIH\“HN\HH\\“‘ 1:6|8|| |2|2|3| |||2|92||3|3|5||||| e maa
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
141
1440 14.60 14.80 15.00
5000 m/z 43.10 26.51%
27 6391 169 202 252282 F¥_~AKVJV/N//A\\\\\rpx\rﬁvv
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #18152: 4-Amino-5-methyl-2(1H)-pyrimidinethione R AR RRRES T
141 14.40 14.60 14.80 15.00
m/z 55.10 19.29%
5000
54
27L 113
0||||L||||‘|l|| |||||||||||||||||||||||||||||||| |||||||||||||||||||
mz-> 0 50 100 150 200 250 300 350 400 450 500 14,40 14.60 14.80 15.00
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Library Search

Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110716\
Data File : BF091060.D

Aca On : 7 Nov 2016 17:12

Operator : UM/SJ

Sample = H5539-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 9 1-Heneicosyl formate Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
15.67 2.61 ng 140692 Perylene-d12 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosvl formate 340 C22H4402 077899-03-7 68
2 Cvcloeicosane 280 C20H40 000296-56-0 49
3 9-Nonadecene 266 C19H38 031035-07-1 49
4 3-Decene. 2.2-dimethvl-. (E)- 168 C12H24 055499-02-0 43
5 Cyclopentane, 1-butyl-2-propyl- 168 C12H24 062199-50-2 42

Abundance Scan 1223 (15.665 min): BF091060.D (-1221) (-) m/z 69.10 100.00%
5000
254 278 301 15.40 15.60 15.80 16.00
oy m/z 83.10 99.59%
m/z--> 50 100 150 200 250 300
Abundance #137330: 1-Heneicosyl formate
57
5000 LI B B B UL
15.40 15.60 15.80 16.00
m/z 97.10 97 .38%
0 ‘ “ ‘ ‘\ \ 139 m 167 196 222 266 29\4 322340
m/z--> 50 200 250 300
Abundance
55
83 L AR AL BN SUN
15.40 15.60 15.80 16.00
5000 m/z 57.10 97 .24%
29 111
0 139 168 196 224 252 280
m/z--> 50 100 150 200 250 300 '
Abundance #98168: 9-Nonadecene B R B L e R
5 15.40 15.60 15.80 16.00
83 m/z 55.10 94 .10%
5000{  og
111
o i | 139 167 233 2
m/z--> 50 100 150 200 250 300 ' 1540 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110716\
Data File : BF091060.D

Aca On : 7 Nov 2016 17:12

Operator : UM/SJ

Sample = H5539-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 10 unknownl15.81 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.81 2.06 ng 110989 Perylene-di12 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-1.2.3-Triazole-4-carboxaldehy... 191 C9H6FN30 051306-43-5 35
2 .beta.-i1so-Methyl i1onone 206 C14H220 1000285-40-2 30
3 N-Methvl-9-phenanthrenemethanamine 221 C16H15N 076532-36-0 27
4 1.4-Methanoazulen-9-one. decahvd... 220 C15H240 000465-26-9 25
5 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H220 000127-43-5 22
Abundance Scan 1236 (15.814 min): BF091060.D (-1234) (-) m/z 191.10 100.00%
191
5000
207222 250 268,296 15.40 15.60 15.80 16.00 16.20
0 m/z 95.10 60.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #49991: 2H-1,2,3-Triazole-4-carboxaldehyde, 2-(2-fluorophe...
191
109
5000 82 AR SRR LR BRI
15. 40 15. 60 15. 80 16. 00 16 20
57 136 m/z 81.10 55.53%
e 162
0 NN S | O [
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
191
15.40 15.60 15.80 16.00 16.20
5000! 28 m/z 177.10 48 .05%
43 135 163
95
) 69 121 | 149 77 | 208
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #70169: N-Methyl-9-phenanthrenemethanamine R BRE B e
191 15.40 15.60 15.80 16.00 16.20
m/z 123.10 45 .96%
5000
42 165 221
® 82 00 g 151 | | |
0””“\”'”\' |”|‘|‘|‘||‘||||||||‘||‘|‘|||‘H‘: ‘|‘|||‘||||||||||||||||| T T T T —
m/z--> 25 45 éo éo 160 150 150 1éo 1éo 200 220 240 2éo 2éo ' 1540 1560 1580 1600 1620
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110716\
Data File : BF091060.D

Aca On : 7 Nov 2016 17:12

Operator : UM/SJ

Sample = H5539-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 12 Dibenzo[def,mno]chrysene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.88 2.56 ng 138175 Perylene-di12 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzoldef.mnolchrvsene 276 C22H12 000191-26-4 95
2 Benzolahilpervlene 276 C22H12 000191-24-2 94
3 Indenoll.2.3-cdlpvrene 276 C22H12 000193-39-5 91
4 Indenol1.2.3-cd1fluoranthene 276 C22H12 000193-43-1 87
5 6H-Pyrido[4,3-b]Jcarbazole, 9-met... 276 C18H16N20 010371-86-5 53
Abundance Scan 1329 (16.877 min): BF091060.D (-1326) (-) m/z 276.10 100.00%
276
5000
138
86 112 ‘ 299 248 16.60 16.80 17.00 17.20
o..41,??.n‘,s.ri.fﬁ8ﬁ?¥zf?¢n'uua. 28 3%® Tm/z 138.00 29.22%
m/z--> 50 100 150 200 250 300 350
Abundance #104307: Dibenzo[def,mno]chrysene
276
5000 L B UL L S

16!60 16!80 17.IOO 17!20
m/z 274.10  24.67%

o390 74 9811813158 187207204 248 |
e B A e e
m/z--> 50 100 150 200 250 300 350
Abundance
276
16.60 16.80 17.00 17.20
5000 m/z 277.05  23.93%
138
0 27 50 74 92 111 158 198 222 248
e o e e S A ML S .
m/z--> 50 100 150 200 250 300 350
Abundance #104306: Indeno[1,2,3-cd]pyrene R DR e S b
276 16.60 16.80 17.00 17.20
m/z 137.10 23.35%
- “—/LW\,/\«J\\
138
L2750 7491111 "|° 170 108 224 248
S S S e e e R S e
m/z--> 50 100 150 200 250 300 350 16.60 16.80 17.00 17.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110716\
Data File : BF091060.D

Acq On : 7 Nov 2016 17:12

Operator : UM/SJ

Sample - H5539-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.82 22.8 ng 1225610 1 6.67 1074540 20.0
unknown6 .44 6.44 99.0 ng 5320920 1 6.67 1074540 20.0
Pentadecane 10.62 2.4 ng 208430 4 11.18 1777330 20.0
3-Eicosene, (E)- 13.68 6.7 ng 469978 5 13.83 1393740 20.0
Ethanol, 2-(tetra... 14.32 3.5 ng 244490 5 13.83 1393740 20.0
unknownl14 .65 14.65 31.7 ng 1711470 6 15.20 1079130 20.0
1-Heneicosyl formate 15.67 2.6 ng 140692 6 15.20 1079130 20.0
unknown15.81 15.81 2.1 ng 110989 6 15.20 1079130 20.0
Dibenzo[def,mno]c... 16.88 2.6 ng 138175 6 15.20 1079130 20.0
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