LSC Area Percent Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF012518\
Data File : BF102422.D

Aca On : 25 Jan 2018 13:25

Operator : SJ/JU

Sample : J1256-06

Misc :

ALS Vial : 9 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-BF012218.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 4.922 478 482 494 rVB 65019 99473 3.77% 0.315%
2 5.334 547 552 555 rBY 2500238 2478083 93.92% 7.846%
3 6.010 664 667 670 rBV 32178 26747 1.01% 0.085%
4 6.239 703 706 709 rBV2 44861 46695 1.77% 0.148%
5 6.363 723 727 738 rBVY 2295087 2638373 100.00% 8.354%
6 6.492 744 749 752 rBVY 2728299 2514699 95.31% 7.962%
7 6.545 754 758 761 rBV4 31810 34222 1.30% 0.108%
8 6.716 784 787 793 rVB 881944 763761 28.95% 2.418%
9 6.875 809 814 817 rBVY 2192106 1953936 74.06% 6.187%
10 6.981 830 832 837 rvB4 38738 49586 1.88% 0.157%
11 7.104 848 853 856 rBV3 34265 41605 1.58% 0.132%
12 7.239 872 876 877 rBV2 26593 28029 1.06% 0.089%
13 7.286 879 884 887 rVV 1455332 1432194 54.28% 4 .535%
14 7.310 887 888 892 rvVv 59221 45287 1.72% 0.143%
15 7.357 892 896 899 rVB5 27802 40309 1.53% 0.128%
16 7.433 906 909 912 rVB2 86547 68469 2.60% 0.217%
17 7.463 912 914 917 rVB 31636 28025 1.06% 0.089%
18 7.998 999 1005 1008 rBY 1016853 932547 35.35% 2.953%
19 8.022 1008 1009 1012 rVvVv 149173 94958 3.60% 0.301%
20 8.057 1013 1015 1018 rVB 53443 44161 1.67% 0.140%
21 8.286 1049 1054 1057 rBv4 22178 32479 1.23% 0.103%
22 8.416 1073 1076 1078 rBV 60549 55390 2.10% 0.175%
23 8.533 1093 1096 1099 rBv4 26562 26700 1.01% 0.085%
24 8.710 1124 1126 1130 rBV 51929 50296 1.91% 0.159%
25 8.810 1140 1143 1147 rVB 59967 50482 1.91% 0.160%
26 8.874 1151 1154 1156 rBV3 20929 27195 1.03% 0.086%
27 8.904 1157 1159 1163 rVB5 22811 27067 1.03% 0.086%

28 9.016 1175 1178 1183 rVB 119974 103089 3.91% 0.326%
29 9.074 1183 1188 1191 rBV 2558866 2230543 84.54% 7.063%

30 9.157 1198 1202 1204 rBV 84992 96941 3.67% 0.307%
31 9.345 1231 1234 1236 rBV2 35098 28243 1.07% 0.089%
32 9.410 1242 1245 1247 rBV2 58141 59900 2.27% 0.190%
33 9.469 1251 1255 1259 rVvVv 567660 547683 20.76% 1.734%
34 9.574 1269 1273 1277 rVB4 39771 56377 2.10% 0.175%
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LSC Area Percent Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF012518\
Data File : BF102422.D

Aca On : 25 Jan 2018 13:25

Operator : SJ/JU

Sample : J1256-06

Misc :

ALS Vial : 9 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-BF012218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 9.616 1277 1280 1284 rBV3 103914 113242 4._.29% 0.359%

36 9.657 1284 1287 1289 rBV2 97229 89727 3.40% 0.284%
37 9.680 1289 1291 1296 rBV2 86047 87805 3.33% 0.278%
38 9.751 1300 1303 1307 rVVv 826542 793042 30.06% 2.511%
39 9.786 1307 1309 1313 rVB2 99533 85476 3.24% 0.271%
40 9.857 1319 1321 1324 rBV4 46607 43646 1.65% 0.138%

41 9.939 1333 1335 1343 rBv2 100179 172323 6.53% 0.546%
42 10.004 1343 1346 1349 rBV3 184198 183823 6.97% 0.582%
43 10.069 1354 1357 1358 rBV2 59609 56533 2.14% 0.179%
44 10.157 1369 1372 1374 rBV2 109989 128887 4._.89% 0.408%
45 10.180 1374 1376 1378 rVV 127052 109510 4._.15% 0.347%

46 10.210 1378 1381 1383 rVV3 63667 67562 2.56% 0.214%
47 10.298 1394 1396 1400 rVB3 123464 118673 4_50% 0.376%
48 10.404 1410 1414 1419 rVB 639349 653052 24.75% 2.068%
49 10.451 1420 1422 1426 rVB3 91063 97835 3.71% 0.310%
50 10.545 1435 1438 1443 rBV 951715 878944 33.31% 2.783%

51 10.586 1443 1445 1448 rVB2 173831 155046 5.88% 0.491%

52 10.616 1448 1450 1454 rVB3 77878 83357 3.16% 0.264%
53 10.668 1454 1459 1466 rBV 1048289 1155842 43.81% 3.660%
54 10.845 1487 1489 1490 rBV 87742 59742 2.26% 0.189%

55 11.133 1535 1538 1543 rVB 1057775 997794 37.82% 3.159%

56 11.239 1553 1556 1558 rBV 748799 684130 25.93% 2.166%
57 11.263 1558 1560 1563 rVB 697136 581437 22.04% 1.841%
58 11.480 1594 1597 1600 rVB2 302728 284327 10.78% 0.900%
59 11.851 1658 1660 1663 rVB 181712 146823 5.56% 0.465%
60 12.221 1720 1723 1727 rBV 188676 195498 7.41% 0.619%

61 12.457 1760 1763 1766 rVB 702215 598395 22.68% 1.895%
62 12.680 1799 1801 1807 rVB 601992 535818 20.31% 1.697%
63 12.827 1821 1826 1833 rBV 1525417 1671719 63.36% 5.293%
64 13.886 2003 2006 2008 rBV2 557665 5568224 21.16% 1.767%
65 15.986 2359 2363 2380 rVB 951710 1988953 75.39% 6.298%

66 16.392 2429 2432 2446 rVB 758016 1453045 55.07% 4.601%

Sum of corrected areas: 31582774
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LSC Report - Integrated Chromatogram

Data Path : U:\HPCHEM1\BNA F\DATA\BF012518\
Data File : BF102422.D

Aca On : 25 Jan 2018 13:25

Operator : SJ/JU

Sample : J1256-06

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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: BF102422.D
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012518\
Data File : BF102422.D

Aca On : 25 Jan 2018 13:25

Operator : SJ/JU

Sample : J1256-06

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 unknown4.92 Concentration Rank 15

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

4.92 2.60 ng 99473 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 36
2 Diacetamide 101 C4H7NO2 000625-77-4 36
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Guanidine 59 CH5N3 000113-00-8 5

Abundance Scan 482 (4.922 min): BF102422.D (-478) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0
| - | 460 4.80 5.00 5.20
e L B B L B o m/z 59.00 56.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 N U UL AL R
59.0 460 480 500 520
0
150 a0 1010 m/z 101.00 18.66%
"'l“t'|“'W”“'“U“"|“"|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
460 480 500 520
5000 59.0 m/z 58.00 16.30%
73.0
101.0
28.0 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3152: 5-Hexen-2-one
43.0 460 4.80 5.00 5.20
m/z 41.00 6.36%
5000
55.0
150 27.0
\ 1. e 71.0 830 980
m/z--> 1'0 2'0 3'0 4'0 5'0 6|O 7'0 8|0 9'0 1(')0 11'0 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012518\
Data File : BF102422.D

Aca On : 25 Jan 2018 13:25

Operator : SJ/JU

Sample : J1256-06

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 unknown6.49 Concentration Rank 1

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

6.49 65.85 ng 2514700 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 749 (6.492 min): BF102422.D (-744) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 RSN R R
40.0 540 6.20 6.40 6.60 6.80
et e e 880 L3070 L m/z 68.10 37.91%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 AR R LR
6.20 6.40 6.60 6.80
310 510 m/z 134.00 33.10%
“w“'w”w'J“J'wM“l“Jw'ww“'VHw'HWH'WH“l““v'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80
5000 67.0 m/z 66.00 24.06%
41.0 97.0
53.0
79.0 117.0
Wmmﬁmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 N
Abundance #14491: 5-Aminoindole LI L L L L L B
132.0 6.20 6.40 6.60 6.80
m/z 69.10 14 ._.75%
5000
104.0
120 27.0 390 510 %80 770 o0 | 1450 ‘ |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012518\
Data File : BF102422.D

Aca On : 25 Jan 2018 13:25

Operator : SJ/JU

Sample : J1256-06

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 Dodecane, 2,6,11-trimethyl- Concentration Rank 16

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

9.02 2.60 ng 103089 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 90
2 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 86
3 Dodecane. 2.6.10-trimethvl- 212 C15H32 003891-98-3 72
4 Nonane. 3.7-dimethvl- 156 C11H24 017302-32-8 64
5 Hexadecane 226 C16H34 000544-76-3 59

Abundance Scan 1179 (9.022 min): BF102422.D (-1175) (-) m/z 57.05 100.00%
57.0
5000
41)0 85.1
1271 1501 8.60 8.80 9.00 9.20 9.40
174.1
O S Tm/z 71.10  83.20%
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #71411: Dodecane, 2,6,11-trimethyl-
57.0
5000
410 8.60 8.80 9.00 9.20 9.40
85.0 m/z 43.05 48_.01%
26,0 ‘ - w 130 1410 1690  197.0
m/z--> 20 Jo 60 80 160 120 140 160 180 200
Abundance
57.0
8.60 8.80 9.00 9.20 9.40
5000 m/z 85.10 31.72%
41.0 85.0
26,0 130 14101860  183.0
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #71405: Dodecane, 2,6,10-trimethyl-
57.0 8.60 8.80 9.00 9.20 9.40
m/z 41.00 30.16%
5000
41l0
85.0
26,0 “ I, ‘ L M305550 1550 1830 2060
m/z--> 20 40 60 8|0 100 120 140 160 180 200 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012518\
Data File : BF102422.D

Aca On : 25 Jan 2018 13:25

Operator : SJ/JU

Sample : J1256-06

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 1-Dodecanol, 2-hexyl- Concentration Rank 18

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

9.16 2.44 ng 96941 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Dodecanol. 2-hexvl- 270 C18H380 110225-00-8 90
2 Tetracosvl heptafluorobutvrate 550 C28H49F702 1000351-83-7 87
3 Docosvl pentafluoropropionate 472 C25H45F502 1000351-80-9 80
4 Hvdroxvlamine. O-decvl- 173 C10H23NO 029812-79-1 72
5 Decane 142 C10H22 000124-18-5 72

Abundance Scan 1203 (9.163 min): BF102422.D (-1198) (-) m/z 57.05 100.00%
57.0
5000
81 139 880 9.00 9.0 9.40
s e e e e e m/z 43.05 65.83%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #119526: 1-Dodecanol, 2-hexyl-
57.0
5000 RS SR S AR
8.80 9.00 9.20 9.40
T m/z 71.05 46.39%
.“.“.‘l h‘ \‘ “ hlﬂ } ‘.1?.2.0...2.5‘2'.0...|....l....l....l....l....
m/z--> 50 150 200 250 300 350 400 450 500
Abundance
57.0
97.0 880 9.00 9.0 9.40
5000 m/z 85.05 35.16%
139'0181.0222.0 264.0 336.0381.0 532.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #231356: Docosy! pentafluoropropionate
57.0 8.80 9.00 9.20 9.40
m/z 55.00 30.28%
97.0
5000
L) ‘ 3? ?181 0224.0264.0308.0 353.0 454.0
m/z--> 5'0 100 150 200 250 3(')0 350 400 450 500 880 9.00 9.0 9.40
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012518\
Data File : BF102422.D

Aca On : 25 Jan 2018 13:25

Operator : SJ/JU

Sample : J1256-06

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 Biphenylene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

962 2.8 ng 113242 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

iphenvlene 152 C12H8 000259-79-0 64
-Aza-2-sila-5-boracvclopent-3-e... 167 C8H18BNSi 125212-69-3 53
cenaphthvlene 152 C12H8 000208-96-8 46
.4-Benzenediol. 2.3.5-trimethvl- 152 C9H1202 000700-13-0 43
H-Pyrrol-2-one, 1,5-dihydro-4-(... 152 C8H12N20 105776-93-0 43

abrwNPE
I\JI—‘J>I—‘UJ

Abundance Scan 1281 (9.621 min): BF102422.D (-1277) (-) m/z 69.10 100.00%

5000

207.2224.3 9.40 9.60 9.80 10.00
m/z 57.05 99.00%

173.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #25457: Biphenylene
152.0
5000 LA L L L L L LB

9.40 9.60 9.80 10.00
m/z 55.00 97 .19%

76.0
27.0 500 98.0 1260 ‘M

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
152.0
R B RAARS R
9.40 9.60 9.80 10.00
5000 m/z 43.00 86.84%
97.0
43.0 68.0
1240 169.0
e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #25458: Acenaphthylene N REmEE BE s e
152.0 9.40 9.60 9.80 10.00
m/z 152.05 82.77%
5000
14.0 51.0 980 1260 ||
L B o e B A AR s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012518\
Data File : BF102422.D

Aca On : 25 Jan 2018 13:25

Operator : SJ/JU

Sample : J1256-06

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 unknown9.66 Concentration Rank 20

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

9.66 2.26 ng 89727 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Decene. 7-methvl-. (2)- 154 C11H22 074630-23-2 30
2 1.7-Dimethvl-4-(1-methvlethvlcv... 210 C15H30 000645-10-3 27
3 2(5H)-Furanone. 5.5-dimethvl- 112 C6H802 020019-64-1 25
4 Cvclopentane. 1-pentvl-2-propvl- 182 C13H26 062199-51-3 25
5 2-Undecene, 8-methyl-, (2)- 168 C12H24 074630-44-7 20

Abundance Scan 1288 (9.663 min): BF102422.D (-1284) (-) m/z 97.10 100.00%
) ) 193.2
5000
940 9.60 9.80 10.00
m/z 55.00 97 .28%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27057: 2-Decene, 7-methyl-, (2)-
55.0
5000 L L UL RN L
20.0 9.40 9.60 9.80 10.00
29.0 : 111.0 m/z 193.15 90.41%
|| ‘ M‘\ %0 | 160 1540
m/z--> ' ' eb 8b 160 150 150 1éo 1§o 260
Abundance
55.0
97.0
9.40 9.60 9.80 10.00
5000 m/z 41.00 85.49Y%
29.0 70.0 167.0
1250 1o
m/z--> ﬁo Jo eb 8b 160 150 150 1éo 1§o 260
Abundance #6392: 2(5H)-Furanone, 5,5-dimethyl- e  RRRaE Bam s
43.0 69.0 97.0 9.40 9.60 9.80 10.00
m/z 69.05 83.60%
5000
26.0
|||H|‘||“ﬁ“||H|“‘|“||‘|‘|||||||‘||1|1|2.|0||||||||||||||||||||||||| R S REEmE s
m/z--> 20 40 60 80 100 120 140 160 180 200 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012518\
Data File : BF102422.D

Aca On : 25 Jan 2018 13:25

Operator : SJ/JU

Sample : J1256-06

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 Decane, 3,6-dimethyl- Concentration Rank 10

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

9.94 4_.35 ng 172323 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 3.6-dimethvl- 170 C12H26 017312-53-7 93
2 Undecane 156 C11H24 001120-21-4 83
3 Undecane. 2-methvl- 170 C12H26 007045-71-8 72
4 Undecane. 5-methvl- 170 C12H26 001632-70-8 64
5 Undecane, 3-methyl- 170 C12H26 001002-43-3 64

Abundance Scan 1335 (9.939 min): BF102422.D (-1333) (-) m/z 57.05 100.00%
57.0
5000 85.0
o || | w1 M0, Sk SED 1000107
el e b L SO PO 2222 1 7T 43,10 67.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38343: Decane, 3,6-dimethyl-
57.0
5000 RS SRR AR SR
85.0 9.60 9.80 10.00 10.20
29.0 1130 m/z 71.10 54 .52%
T e - S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
9.60 9.80 10.00 10.20
5000 m/z 85.05 41.16%
85.0
29.0
113.0 156.0
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38324: Undecane, 2-methyl- R e R RREa
43.0 9.60 9.80 10.00 10.20
m/z 41.10 29.91%
71.0
5000
99.0 127.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.60 9.80 10.00 10.20

8270-BF012218_.M Fri Jan 26 14:17:59 2018

Page: 10



Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012518\
Data File : BF102422.D

Aca On : 25 Jan 2018 13:25

Operator : SJ/JU

Sample : J1256-06

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 Dodecane, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.00 4.64 ng 183823 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2-methvl- 184 C13H28 001560-97-0 80
2 Nonadecane 268 C19H40 000629-92-5 80
3 Decane. 2.3.7-trimethvl- 184 C13H28 062238-13-5 72
4 Tetradecane 198 C14H30 000629-59-4 72
5 Heptacosane 380 C27H56 000593-49-7 72
Abundance Scan 1345 (9.998 min): BF102422.D (-1343) (-) m/z 57.05 100.00%
57.0
o, 0.0 950 10,00 10120 10140
119.1 197.2 . . . . .
— ..|!,..|:.-,:'..-.-',...'.',.n. it e AOL22180 0wz 71.10  75.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #48844: Dodecane, 2-methyl-
43.0
5000 71.0 RNV
9.60 9.80 10.00 10.20 10.40
m/z 43.10 69.34%
99.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57.0
9.60 9.80 10.00 10.20 10.40
5000 85.0 m/z 85.10 51.95%
29.0
1130 1410 169.0_197.0 268.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #48887: Decane, 2,3,7-trimethyl- e
43.0 9.60 9.80 10.00 10.20 10.40
71.0 m/z 41.10 29.49%
5000
97.0 141.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 9.60 9.80 10.00 10.20 10.40

8270-BF012218_.M Fri Jan 26 14:18:00 2018

Page: 11



Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012518\
Data File : BF102422.D

Aca On : 25 Jan 2018 13:25

Operator : SJ/JU

Sample : J1256-06

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.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 10 unknownl10.16 Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
10.16 3.25 ng 128887 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Fluorobenzoic acid. 2.2-dimeth... 210 C12H15F02 204779-85-1 35
2 4.4-Dimethoxv-2.5-cvclohexadien-... 154 C8H1003 000935-50-2 30
3 4-Fluorobenzoic acid. 2-ethvlcvc... 250 C15H19F02 1000279-06-0 27
4 1-Trimethvisilvlpent-1-en-4-vne 138 C8H14Si 079516-25-9 27
5 3-Fluorobenzoic acid, 3-tridecyl... 322 C20H31FO02 1000280-60-3 27

Abundance Scan 1373 (10.163 min): BF102422.D (-1369) (-) m/z 43.10 100.00%
431 71.1
170.1
5000 123.1
99.1 1t 207.2 9.80 10.00 10.20 1040
AR m/z 57.05 82.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #69200: 3-Fluorobenzoic acid, 2,2-dimethylpropyl ester
57.0 123.0
5000 95.0 AUV AR B
410 9.80 10.00 10.20 10.40
75.0 156.0 m/z 71.10 80.23%
“\ M I‘ \‘ ‘ A .‘.‘ l.:.l'?g.o. .“. MM II?-?SI-OIZ:!-:!--IOI —
m/z--> 20 100 120 140 160 180 200 220
Abundance
123.0
9.80 10.00 10.20 1040
5000 m/z 170.10 52.21%
95.0
41.0 139.0
25.0 65.0 155.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #102311: 4-Fluorobenzoic acid, 2-ethylcyclohexyl ester
128.0 9.80 10.00 10.20 10.40
m/z 155.05 44 .34%
5000 95.0
41.0 75, 7
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.80 10.00 10.20 10.40

8270-BF012218_.M Fri

Jan 26 14:18:02 2018

Page: 12



Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012518\
Data File : BF102422.D

Aca On : 25 Jan 2018 13:25

Operator : SJ/JU

Sample : J1256-06

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 5-Ethyldecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.18 2.76 ng 109510 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Ethvldecane 170 C12H26 017302-36-2 80
2 Octadecane 254 C18H38 000593-45-3 78
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 78
4 Hexatriacontane 507 C36H74 000630-06-8 78
5 Decane, 2,3,8-trimethyl- 184 C13H28 062238-14-6 72

Abundance Scan 1376 (10.180 min): BF102422.D (-1374) (-) m/z 57.10 100.00%

517.1
5000
85.1

113.1 9.80 10.00 10.20 10.40
132.0 1651
et e 2RS0T 1881 2192 Tm/z 43.10 71.57%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #38319: 5-Ethyldecane
57.0
5000 [TTrr[rrrr[rrrryrrror|m
9.80 10.00 10.20 10.40
85.0 140.0 m/z 71.10 57.56%
1120
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57.0
R e A
9.80 10.00 10.20 10.40
5000 85.0 m/z 85.10 35.67%
29.0 30
1130 1410 1690 1970 2250 254.0
A B S,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #100330: 2-Bromo dodecane L B e
57.0 9.80 10.00 10.20 10.40
m/z 41.00 27.61%
5000 85.0
290‘ ‘ 113.0 169.0
et T ass0 T 2480
m/z--> 40 60 80 100 120 140 160 180 200 220 240 980 10. 00 10 20 10. 40

8270-BF012218_.M Fri Jan 26 14:18:03 2018

Page: 13



Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012518\
Data File : BF102422.D

Aca On : 25 Jan 2018 13:25

Operator : SJ/JU

Sample : J1256-06

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 Heptacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

10.40 16.47 ng 653052 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Hexadecane 226 C16H34 000544-76-3 86
3 Undecane. 3.6-dimethvl- 184 C13H28 017301-28-9 81
4 Heneicosane 296 C21H44 000629-94-7 80
5 Tetracosane 338 C24H50 000646-31-1 80

Abundance Scan 1413 (10.398 min): BF102422.D (-1410) (-) m/z 57.10 100.00%

51.1
5000

10.00 10.20 10.40 10.60 10.80
0 ...]1,1 ] 1 I *"280,1.6??. ;22 . m/z 71.10 50.76%

m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000 TT T T[T T T T [T T T T[T T TT[TT

10.00 10.20 10.40 10.60 10.80
m/z 43.10 46.67%

99.0
270/ | | 777 1410 1830 2250 267.0 3230  380.0
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
L B o
10.00 10.20 10.40 10.60 10.80
5000 m/z 85.10 23.14%
99.0
27.0 141.0 183.0 226.0
—— T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #48867: Undecane, 3,6-dimethyl- e B BA S REa s L
57.0 10.00 10.20 10.40 10.60 10.80
m/z 41.10 22 .84%
5000
27,0 ‘ L0 15501880
m/z--> 50 100 150 200 250 300 350 10. 00 10 20 10 40 10. 60 10 80

8270-BF012218_.M Fri Jan 26 14:18:04 2018

Page: 14



Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012518\
Data File : BF102422.D

Aca On : 25 Jan 2018 13:25

Operator : SJ/JU

Sample : J1256-06

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.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 13 Cetene Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
10.45 2.47 ng 97835 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cetene 224 C16H32 000629-73-2 41
2 Hexane. 2.3.4-trimethvl- 128 C9H20 000921-47-1 38
3 1-Tetradecene 196 C14H28 001120-36-1 38
4 2-Methyl-1-pentanol. pentafluoro... 248 C9H13F502 1000352-35-9 35
5 Hexane, 3-methyl- 100 C7H16 000589-34-4 30

Abundance Scan 1422 (10.451 min): BF102422.D (-1420) (-) m/z 43.10 100.00%
43
5000
" 10,20 10.40 10.60 10.80
RmER m/z 57.10 99 .77%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #81242: Cetene
41,0
83.0
5000 LI BRI LN SIS B
mmmmmmmm
nlo m/z 41.05 73.32%
L oo | L, 100 s sso 2240
m/z--> 26 Jo éo 80 100 120 150 160 180 260 250 !
Abundance
43.0
" 10,20 10.40 10.60 10.80
5000 71.0 m/z 119.10 52 .85%
14.0 99.0 128.0
m/z--> 26 Jo éo 86 160 150 150 160 180 260 250 !
Abundance #58276: 1-Tetradecene e o o o SRS
43.0 10.20 10.40 10.60 10.80
m/z 71.10 51.35%
69.0
5000 970
26, | H‘ | ‘\ L 11220 1se0 196.0
m/z--> 26 Jo éo 86 100 120 150 160 180 260 250 ! 1050 1040 1060 1080

8270-BF012218_.M Fri

Jan 26 14:18:05 2018

Page: 15



Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012518\
Data File : BF102422.D

Aca On : 25 Jan 2018 13:25

Operator : SJ/JU

Sample : J1256-06

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 14 unknownl10.62 Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
10.62 2.44 ng 83357 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 7-Hexvltridecan-1-ol 284 C19H400 1000197-13-2 16
2 6-Bromohexanoic acid. undecvl ester 348 C17H33Bro02 1000282-90-4 11
3 6-Bromohexanoic acid. pentadecvl... 404 C21H41Br02 1000281-91-9 10
4 Cvclopentane. 1-pentvl-2-propvl- 182 C13H26 062199-51-3 10
5 Acetic acid, trifluoro-, dodecyl... 282 C14H25F302 006222-00-0 10

Abundance Scan 1451 (10.621 min): BF102422.D (-1448) (-) m/z 41.05 100.00%
41.0 105.1
5000
71.1 145'1183'1218.2 o o e o o
| 10.40 10.60 10.80 11.00
— A, W m/z 105.05 81.72%
m/z--> 50 100 150 200 250 300 350 400
Abundance #131394: 7-Hexyltridecan-1-ol
69.0
111.0
5000 LA L L L L L LB
182.0 10.40 10.60 10.80 11.00
28.0 ‘ ' m/z 69.10 61.09%
Jiphase | oo smo
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0 197.0
A L R REmms e
154.0 10.40 10.60 10.80 11.00
5000 ‘ m/z 119.10 58.88%
111.0
29.0 235.0 269.0 348.0
e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #213614: 6-Bromohexanoic acid, pentadecy! ester L L
69.0 10.40 10.60 10.80 11.00
m/z 43.10 58.74%
5000
3910
255.0 325.0 404.0
AN REEEE BE e S
m/z--> 50 100 150 200 250 300 350 400 10.40 10.60 10.80 11.00

8270-BF012218_.M Fri

Jan 26 14:18:06 2018

Page: 16



Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012518\
Data File : BF102422.D

Aca On : 25 Jan 2018 13:25

Operator : SJ/JU

Sample : J1256-06

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 15 Tridecane, 4-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.67 33.79 ng 1155840  Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Tridecane. 4-methvl- 198 C14H30 026730-12-1 87
2 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 86

3 Pentadecane. 2.

6.10.14-tetramethvl- 268 C19H40

001921-70-6 86

4 Tridecane 184 C13H28 000629-50-5 80
5 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 74
Abundance Scan 1459 (10.668 min): BF102422.D (-1454) (-) m/z 57.10 100.00%

5000

"

10.40 10.60 10.80 11.00
m/z 71.10 73.60%

0 , 183.2503.1 224.0244.2
MM

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #59884: Tridecane, 4-methyl-

43.0
T /\/J\/\A}
5000 LA L L L L L LB
10 40 10. 60 10 80 11. OO
99.0 m/z 43.10 52.61%
. 155.0
20 | | | 1% 10 198.0
R B B A B e A RARER B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57.0
R I
10.40 10.60 10.80 11.00
5000 m/z 85.10 28.81%
29.0 85.0
130 1410 1830
B S s e e e BB RARRR B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117658: Pentadecane, 2,6,10,14-tetramethyl- B e
57.0 10.40 10.60 10.80 11.00
m/z 41.05 22 .32%
5000
1130
29.0 183.0
ol ‘ || 1410 | 2250 2530

10 40 10. 60 10 80 11. OO

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

8270-BF012218_.M Fri Jan 26 14:18:06 2018

Page: 17



Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012518\
Data File : BF102422.D

Aca On : 25 Jan 2018 13:25

Operator : SJ/JU

Sample : J1256-06

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 16 Tridecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

11.13 29.17 ng 997794 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 Tridecane. 2-methvl- 198 C14H30 001560-96-9 90
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 87
4 Heptacosane 380 C27H56 000593-49-7 86
5 Tridecane, 3-methyl- 198 C14H30 006418-41-3 80

Abundance Scan 1537 (11.127 min): BF102422.D (-1535) (-) m/z 57.10 100.00%

57.1

5000

10.80 11.00 11.20 11.40
m/z 71.10 72.53%

o

141.1 1840 23522482
IIIII.IIII

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #48831: Tridecane
57.0

5000 MRS
10. 80 11. 00 11. 20 11.40
29.0

80 m/z 43.10 48.95%
h‘ AL ‘ 113.0 1410 184.0

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

57.0

10.80 11.00 11.20 11.40
5000 m/z 85.10 38.55%
85.0

29.0

mm@wmmwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl- BAAE R R
57.0 10.80 11.00 11.20 11.40

m/z 41.10 22 .98%

5000 85.0
113.0
L ‘ I | 1410 183.0 211.0 239.0 267.0 296.0

e e e e e e e e e B A e R

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10.80 11.00 11.20 11.40

8270-BF012218_.M Fri Jan 26 14:18:07 2018

Page: 18



Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012518\
Data File : BF102422.D

Aca On : 25 Jan 2018 13:25

Operator : SJ/JU

Sample : J1256-06

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 17 4H-Cyclopenta[def]phenanthrene Concentration Rank 11

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

11.85 4.29 ng 146823 Phenanthrene-d10 11.24

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 70
2 Thiophene-3-carboxaldehvde. 5-ch... 190 C5H4BCI03S 036155-87-0 50
3 Pvrazole-4-carboxaldehvde. 3-(4-... 190 C10H7FN20 306936-57-2 43
4 Phenanthrene. 4-methvl- 192 C15H12 000832-64-4 25
5 Naphtho[1,2-b]norbornadiene 192 C15H12 1000210-14-8 14
Abundance Scan 1660 (11.851 min): BF102422.D (-1658) (-) m/z 190.10 100.00%

199.1

o wML
_'_'_'_'—I_'_'_'_'—I_'_'_'_'—I_'_'_'_'—I_'_'_'_
11.60 11.80 12.00 12.20

222.2 256.1 290.0
8261 "m/z 189.10 97.44%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190.0

5000 T T T
11.60 11.80 12. OO 12 20

m/z 192_.10 54 .78%

133.1 165.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
190.0
5.0 146.0 MV“—J,,,
11.60 11 80 12.00 12.20
5000 82.0 m/z 191. 45 .29%
117.0
mﬂmﬁmmmmmm

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 M
Abundance #52827: Pyrazole-4-carboxaldehyde, 3-(4-fluorophenyl)- S R mmm ma E e

190.0 11,60 11.80 12.00 12.20
m/z 57.10 38.95%

5000
95.0 134.0 162.0

40.0 67.0

ﬁTrrnTrrrrrrrrrrrrrrrrrnTrrnTn‘n
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11.60 11. 80 12. OO 12 20
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012518\
Data File : BF102422.D

Aca On : 25 Jan 2018 13:25

Operator : SJ/JU

Sample : J1256-06

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 18 Octadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.22 5.72 ng 195498 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 83
2 Dodecane 170 C12H26 000112-40-3 81
3 Heptacosane 380 C27H56 000593-49-7 80
4 Hexatriacontane 507 C36H74 000630-06-8 72
5 Heptadecane 240 C17H36 000629-78-7 72
Abundance Scan 1723 (12.221 min): BF102422.D (-1720) (-) m/z 57.10 100.00%
57.1
5000
99.1 2002 "12/00 1220 1240 1260
155.1 . ) ) )
N bbb iyl 2902 2852 861 Tnzz 71.10  48.08%
m/z--> 50 100 150 200 250 300 350
Abundance #105886: Octadecane
57.0
5000 UL UL UL BN R

12,00 12.20 12.40 12.60
m/z 43.10 41.79%

99.0 1410
Ld 183.0 22502540

m/z--> 50 100 150 200 250 300 350
Abundance
57.0
RS EmmEs o L
12.00 12.20 12.40 12.60
5000 m/z 85.10 41.27%
27.0 99.0 141 0170.0
—— T T T
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane RS EmmEs o L
57.0 12.00 12.20 12.40 12.60
m/z 206.15 17.11%
5000
99.0
270) | | | tl.\.}4}q 1830 2250 267.0 309.0 351.0380.0
—— ... - B e e e
m/z--> 50 100 150 200 250 300 350 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012518\
Data File : BF102422.D

Aca On : 25 Jan 2018 13:25

Operator : SJ/JU

Sample : J1256-06

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 19 28-Nor-17.beta.(H)-hopane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.99 20.00 ng 1988950 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 28-Nor-17.beta. (H)-hopane 398 C29H50 036728-72-0 52
2 .beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 46
3 1-Cvclohexene. 1.3.3-trimethvl-2... 206 C14H220 1000197-08-4 37
4 5-(p-Aminophenv)-2-thiazolamine 191 C9HON3S 090349-87-4 27
5 1,4-Benzenediol, 2-[(1,4,4a,5,6,... 314 C21H3002 039707-55-6 27
Abundance Scan 2364 (15.992 min): BF102422.D (-2359) (-) m/z 191.20 100.00%
1912
95.1
5. i 383.4 15.60 15.80 16.00 16.20 16.40
245.3 : : : . . .
0 oS 20243271 1L 482 0 Tn/z 177.20 45.83%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #211535: 28-Nor-17.beta.(H)-hopane
191.0
5000 LN IR AR SR B
109.0 15.60 15.80 16.00 16.20 16.40
398.0 m/z 95.10 29.73%
‘H‘m490 ‘ 260.0 355.0
"'l""f“”“'l”'“ F“M"|l"'|""|“"hi""|"
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
191.0
15.60 15.80 16.00 16.20 16.40
5000/28.0 m/z 123.10 28.18%
mz-> 50 100 150 200 250 300 350 400 450
Abundance #66165: 1-Cyclohexene, 1,3,3-trimethyl-2-(1-methylbut-1-en... BT
191.0 15.60 15.80 16.00 16.20 16.40
m/z 81.10 27 .64%
123.0
77.0
. IMIH\IHI\ IMIMI ‘.l.“l.“l .‘.“. L S 1 e S e
m/z--> 50 100 150 200 250 300 350 400 450 15.60 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012518\
Data File : BF102422.D

Aca On : 25 Jan 2018 13:25

Operator : SJ/JU

Sample : J1256-06

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 20 _beta.-iso-Methyl ionone Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.39 14.61 ng 1453050 Perylene-d12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 60
2 5-(p-Aminophenv)-2-thiazolamine 191 C9HON3S 090349-87-4 35
3 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 35
4 (3-Cvano-6-ethvl-5-methvl-pvridi... 264 C13H16N202S 1000300-45-4 35
5 2-[4-(Thiophene-2-carbonyl)-phen... 450 C29H2203S 1000188-88-5 35
Abundance Scan 2432 (16.392 min): BF102422.D (-2429) (-) m/z 191.20 100.00%
191.2
o M
= 16.00 16.20 16.40 16.60 16.80
231.2 397.4 : - : : :
0 281.1 321.2358.2 461.4 n/z 95.10 38 79%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #66096: .beta.-iso-Methyl ionone
191.0
5000{ 28.0 NSRRI SRR SR
16.00 16.20 16.40 16.60 16.80
950 135.0 m/z 81.10 32.33%
IIII‘II‘III\‘I‘\II\\‘I‘\IEI‘I\IIIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
191.0
16.00 16.20 16.40 16.60 16.80
5000 m/z 69.10 28 .70%
136.0 fjkwxﬁmk”j\uww«“4NVM
18.0 53.0 95.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #66146: 1-Penten-3-one, 1-(2,6,6-trimethyl-1-cyclohexen-1-yl) BT
191.0 16.00 16.20 16.40 16.60 16.80
m/z 109.10 22 _.71%
5000 57.0 /A/\‘“”~”~“4~ﬂ/\hv,w~Akwwh_MﬂM
107.0 14?.0
\\\h‘w‘\\“ i L
m/z--> 50 100 150 200 250 300 350 400 450 16,00 16,20 16.40 16.60 16.80

8270-BF012218_.M Fri Jan 26 14:18:11 2018 Page: 22



Tentatively ldentified Compound (LSC) summary

Data Path : U:\HPCHEMI1\BNA_F\DATA\BF012518\
Data File : BF102422.D

Acq On : 25 Jan 2018 13:25

Operator : SJ/JU

Sample - J1256-06

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_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]
unknown4 .92 4.92 2.6 ng 99473 1 6.72 763761 20.0
unknown6 .49 6.49 65.8 ng 2514700 1 6.72 763761 20.0
Dodecane, 2,6,11-... 9.02 2.6 ng 103089 3 9.75 793042 20.0
1-Dodecanol, 2-he... 9.16 2.4 ng 96941 3 9.75 793042 20.0
Biphenylene 9.62 2.9 ng 113242 3 9.75 793042 20.0
unknown9 .66 9.66 2.3 ng 89727 3 9.75 793042 20.0
Decane, 3,6-dimet... 9.94 4.3 ng 172323 3 9.75 793042 20.0
Dodecane, 2-methyl- 10.00 4.6 ng 183823 3 9.75 793042 20.0
unknown10.16 10.16 3.3 ng 128887 3 9.75 793042 20.0
5-Ethyldecane 10.18 2.8 ng 109510 3 9.75 793042 20.0
Heptacosane 10.40 16.5 ng 653052 3 9.75 793042 20.0
Cetene 10.45 2.5 ng 97835 3 9.75 793042 20.0
unknown10.62 10.62 2.4 ng 83357 4 11.24 684130 20.0
Tridecane, 4-methyl- 10.67 33.8 ng 1155840 4 11.24 684130 20.0
Tridecane 11.13 29.2 ng 997794 4 11.24 684130 20.0
4H-Cyclopenta[def... 11.85 4.3 ng 146823 4 11.24 684130 20.0
Octadecane 12.22 5.7 ng 195498 4 11.24 684130 20.0
28-Nor-17_.beta.(H... 15.99 20.0 ng 1988950 6 15.33 1988950 20.0
-beta.-iso-Methyl... 16.39 14.6 ng 1453050 6 15.33 1988950 20.0
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