LSC Area Percent Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF012518\
Data File : BF102438.D

Aca On : 25 Jan 2018 21:58

Operator : SJ/JU

Sample : J1256-03

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 4.910 476 480 486 rVB 74511 103297 3.17% 0.304%
2 5.281 539 543 546 rBV 36736 43550 1.34% 0.128%
3 5.328 546 551 554 rBVY 2675915 2572280 79.02% 7 .580%
4 6.240 702 706 709 rBV 46971 56054 1.72% 0.165%
5 6.363 722 727 738 rBVY 2500049 2877629 88.40% 8.480%
6 6.487 744 748 752 rBVY 2893570 2797862 85.94% 8.245%
7 6.545 754 758 760 rBV2 60379 63733 1.96% 0.188%
8 6.716 783 787 793 rVB 925193 807900 24.82% 2.381%
9 6.869 808 813 817 rBVY 2324067 2193830 67.39% 6.465%
10 6.981 827 832 836 rvB4 60925 78120 2.40% 0.230%
11 7.104 850 853 855 rBV3 41416 37057 1.14% 0.109%
12 7.234 871 875 877 rBV 40320 41125 1.26% 0.121%
13 7.287 879 884 887 rVV 1757205 1777390 54.60% 5.238%
14 7.310 887 888 892 rVB 83167 45461 1.40% 0.134%
15 7.357 892 896 898 rBV3 43663 47290 1.45% 0.139%
16 7.516 921 923 926 rVB2 52261 41120 1.26% 0.121%
17 7.634 941 943 946 rVB3 48323 36722 1.13% 0.108%
18 7.745 958 962 968 rBV6 23495 47209 1.45% 0.139%

19 7.998 998 1005 1007 rBV 1257294 1050777 32.28% 3.097%
20 8.016 1007 1008 1013 rVB 115265 103338 3.17% 0.305%

21 8.198 1036 1039 1041 rVB 50918 37840 1.16% 0.112%
22 8.287 1049 1054 1058 rBvV7 31283 46625 1.43% 0.137%
23 8.351 1061 1065 1067 rBv4 23662 36997 1.14% 0.109%
24 8.416 1072 1076 1078 rBV 75052 68451 2.10% 0.202%
25 8.498 1087 1090 1093 rBV3 40527 39249 1.21% 0.116%
26 8.534 1093 1096 1098 rvv2 54840 45451 1.40% 0.134%
27 8.586 1102 1105 1108 rBV2 48345 41574 1.28% 0.123%
28 8.710 1124 1126 1128 rBV 82708 65604 2.02% 0.193%

29 8.775 1133 1137 1141 rBV 280655 383812 11.79%% 1.131%
30 8.810 1141 1143 1151 rVB 96609 126842 3.90% 0.374%

31 8.875 1151 1154 1156 rBV3 42511 50205 1.54% 0.148%
32 8.904 1156 1159 1164 rVB4 29140 46211 1.42% 0.136%
33 8.986 1170 1173 1175 rBV2 42301 37128 1.14% 0.109%
34 9.016 1175 1178 1181 rBV 124245 99053 3.04% 0.292%
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LSC Area Percent Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF012518\
Data File : BF102438.D

Aca On : 25 Jan 2018 21:58

Operator : SJ/JU

Sample : J1256-03

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 9.075 1183 1188 1191 rBV 3299503 2957534 90.85% 8.716%

36 9.151 1197 1201 1203 rBV 152719 150539 4.62% 0.444%
37 9.175 1203 1205 1211 rVB3 84843 118142 3.63% 0.348%
38 9.339 1231 1233 1236 rVB3 47134 38221 1.17% 0.113%
39 9.410 1242 1245 1247 rBV 69662 77798 2.39% 0.229%
40 9.469 1250 1255 1258 rVvVv 648972 572402 17.58% 1.687%

41 9.610 1276 1279 1284 rBV3 145810 152760 4.69% 0.450%
42 9.657 1284 1287 1289 rBV 145075 117329 3.60% 0.346%
43 9.681 1289 1291 1295 rBV 131173 115827 3.56% 0.341%
44 9.728 1295 1299 1300 rBV3 114294 132995 4._.09% 0.392%
45 9.751 1300 1303 1306 rvVv2 1238026 1069121 32.84% 3.151%

46 9.781 1306 1308 1314 rVvB2 201583 200712 6.17% 0.591%
47 9.957 1333 1338 1343 rBvV2 129763 191697 5.89% 0.565%
48 10.004 1343 1346 1349 rVV3 85761 84420 2.59% 0.249%
49 10.069 1354 1357 1358 rBV2 84519 89432 2.75% 0.264%
50 10.151 1368 1371 1374 rBV3 174659 200850 6.17% 0.592%

51 10.181 1374 1376 1378 rVV 156656 119937 3.68% 0.353%
52 10.204 1378 1380 1382 rVVv2 64759 56783 1.74% 0.167%
53 10.298 1393 1396 1403 rBV2 203669 201668 6.19% 0.594%
54 10.398 1411 1413 1417 rVB 183914 190014 5.84% 0.560%
55 10.545 1434 1438 1442 rBV 1456331 1394484 42.84% 4_.110%

56 10.663 1454 1458 1465 rVB 491292 651119 20.00% 1.919%
57 11.133 1535 1538 1545 rVB 389054 428833 13.17% 1.264%
58 11.239 1553 1556 1558 rBV 983017 862270 26.49% 2.541%
59 11.263 1558 1560 1564 rVV 991177 786657 24.16% 2.318%
60 11.316 1566 1569 1571 rVvV 235930 198410 6.09% 0.585%

61 11.851 1658 1660 1663 rVB 264064 230756 7.09% 0.680%
62 12.457 1760 1763 1766 rBV 1163978 983241 30.20% 2.898%
63 12.686 1800 1802 1805 rVB 827418 654685 20.11% 1.929%
64 12.833 1823 1827 1833 rVB 1511568 1702248 52.29% 5.016%
65 16.415 2431 2436 2445 rVB 1543411 3255420 100.00% 9.594%

Sum of corrected areas: 33933090
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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

U:\HPCHEM1I\BNA F\DATA\BF012518\

BF102438.D

25 Jan 2018 21:58

SJ/Ju

J1256-03

9 Sample Multiplier: 1

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

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012518\
Data File : BF102438.D

Aca On : 25 Jan 2018 21:58

Operator : SJ/JU

Sample : J1256-03

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 12

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

4.91 2.56 ng 103297 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 72
2 1.2-Butanediol 90 C4H1002 000584-03-2 25
3 Acetone 58 C3H60 000067-64-1 10
4 Guanidine 59 CH5N3 000113-00-8 9
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9

Abundance Scan 480 (4.910 min): BF102438.D (-476) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0
| 830 | 4.60 4.80 5.00 5.20
o I e e e B B m/z 59.00 58.42%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L A A R A
59.0 460 480 500 520
0
150 a0 1010 m/z 101.00 19.06%
'”I'”'I”"P'”Pﬂ"ﬁw"W"JI"”I'”'?%q'l”'km”"P
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 110
Abundance
31.0 59.0
460 4.80 5.00 520
5000 m/z 58.00 15.82%
41.0
150 50.0 71.0 89.0
miz--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #214: Acetone
43.0 460 4.80 5.00 5.20
m/z 41.00 7.05%
5000
15.0
58.0
27.0
"'%Q'W“l”l'JWP"ﬁl'”I'”'I”"P"W"”I”"P"W' HRRR IS LR UL A
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012518\
Data File : BF102438.D

Aca On : 25 Jan 2018 21:58

Operator : SJ/JU

Sample : J1256-03

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 69.26 ng 2797860 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
2 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 749 (6.492 min): BF102438.D (-744) (-) m/z 132.00 100.00%
13%.0
5000
68.0
RSN U R R
400 540 || 9‘?'1 5.0 J 6.20 6.40 6.60 6.80
e L e A I I B S m/z 68.05 34 .29%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony!
57.0 132.0
74.0
5000 9go 1160 e
6.20 6.40 6.60 6.80
m/z 134.00 33.24%
IR aman e R I‘I\I\I\ : ""Ml : Iw‘l : Iw‘l“l |‘|“| : I‘\ - = |:|I-5|8|0| — |]|-8|9.|0|
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 6.80
5000 m/z 65.95 21.43%
63.0 81.0
31.0 490 112.0
mz-> 20 40 60 80 100 120 140 160 180 0
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- A R N REEEEmEas
132.0 6.20 6.40 6.60 6.80
m/z 69.10 13.34%
117.0
5000
91.0
39.0 65.0 ‘ ‘
w“--u--W-rm--ﬁu-ﬂ-u“--lH-P‘-.-n-u----u---- ISR NS RAREE LR AR
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012518\
Data File : BF102438.D

Aca On : 25 Jan 2018 21:58

Operator : SJ/JU

Sample : J1256-03

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 4 Phthalic anhydride Concentration Rank 6

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

8.77 7.31 ng 383812 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic anhvdride 148 C8H403 000085-44-9 93
2 1.2-Benzenedicarboxvlic acid 166 C8H604 000088-99-3 91
3 Ninhvdrin 178 C9H604 000485-47-2 90
4 Phthalic acid. monoethvl ester 194 C10H1004 002306-33-4 90
5 Bicyclo[4.2.0]octa-1,3,5-triene-... 132 C8H402 006383-11-5 86

Abundance Scan 1136 (8.769 min): BF102438.D (-1133) (-) m/z 104.00 100.00%
76.0 104.0
5000
21 180 T ek b0 95
: m/z 76.00 85.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #23152: Phthalic anhydride
76.0 104.0
5000
50.0 148.0 8.40 8.60 8.80 9.00 9.20
m/z 50.00 51.18%
"%ﬂf?v"'|fT'?“"Hl'“??'Pw"'w""v"' A A LA A L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
104.0
76.0
8.40 8.60 8.80 9.00 9.20
0
5000 0.0 m/z 74.00 20.86%
148.0
37.0 63.0
A AR LRAAS AR RRRRY AR RARRY RALR) RAARN LAY RALAN LALR) RARLS LAALE LA RARAS LA L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #44594: Ninhydrin
76.0 104.0 8.40 8.60 8.80 9.00 9.20
m/z 69.00 19.59%
5000 50.0
132.0
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 130 140 150 160 170 840 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012518\
Data File : BF102438.D

Aca On : 25 Jan 2018 21:58

Operator : SJ/JU

Sample : J1256-03

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 Naphthalene, 1-methyl- Concentration Rank 13

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

8.81 2.41 ng 126842 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 94
2 Benzocvcloheptatriene 142 C11H10 000264-09-5 91
3 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 91
4 1H-Indene. l-ethvlidene- 142 C11H10 002471-83-2 83
5 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 83

Abundance Scan 1143 (8.810 min): BF102438.D (-1141) (-) m/z 142.10 100.00%
14p.1
5000
115.0
. 63.0 89.0 . 159.1 . 8.40 8.60 8.80 9.00 9.20
90 090 nprone ) 1280 Il BT 1801 0 /7 141.10 0 92.62%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19233: Naphthalene, 2-methyl-
142.0
5000
115.0 8.40 8.60 8.80 9.00 9.20

m/z 115.00 31.89%

270 500 630 7608901000 | 1280 |||

m/z--> 20 40 60 80 100 120 140 160 180

Abundance
141.0
8.40 8.60 8.80 9.00 9.20
m/z 139.10 13.39%
5000 115.0
63.0
26,0 220 76.0 8901020 = 1280
L B e e L e e o e L A S B o e e o o o B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19236: Naphthalene, 1-methyl-
142.0 8.40 8.60 8.80 9.00 9.20
m/z 143.10 11.57%
5000
115.0
260390 580 "1 8901000 |
e B e e B e AL o o o o o o o o B
m/z--> 20 40 60 80 100 120 140 160 180 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012518\
Data File : BF102438.D

Aca On : 25 Jan 2018 21:58

Operator : SJ/JU

Sample : J1256-03

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 Tetracontane, 3,5,24-trimet... Concentration Rank 11

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

9.15 2.82 ng 150539 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracontane. 3.5.24-trimethvl- 605 C43H88 055162-61-3 86
2 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 80
3 Dodecane. l1l-bromo- 248 C12H25Br 000143-15-7 59
4 Hvdroxvlamine. O-decvl- 173 C10H23NO 029812-79-1 58
5 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 58

Abundance Scan 1201 (9.151 min): BF102438.D (-1197) (-) m/z 57.10 100.00%
57.1
5000
1251 00, k0 b0 5k 5k
i m/z 43.10 60.68%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #241176: Tetracontane, 3,5,24-trimethyl-
57.0
5000 R U R L
8.80 9.00 9.20 9.40
m/z 71.10 48 .94%
! “ HM 141.0 238.0 505.0547.0
m/z--> 55 160 1%0 200 250 300 3éo 460 4éo 560 5%0
Abundance
57.0
'880 9.00 9.20 9.40
5000 m/z 41.10 46.93%
111.0

1540196023802800

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #100332: Dodecane, 1-bromo- B B
43. 8.80 9.00 9.20 9.40
m/z 55.05 40.91%
137.0
5000
TSO
l‘\ Lo ieo 2o
T I o e B wa R Ema e R BEE
m/z--> 50 100 150 200 250 300 350 400 450 500 550 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 : BF102438.D

Aca On : 25 Jan 2018 21:58

Operator : SJ/JU

Sample : J1256-03

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 Phenol, 4-(1,1-dimethylprop... Concentration Rank 15

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

9.17 2.21 ng 118142 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-(1.1-dimethvlpropvl)- 164 C11H160 000080-46-6 53
2 Phenol. m-tert-butvl- 150 C10H140 000585-34-2 47
3 Phenol. p-tert-butvl- 150 C10H140 000098-54-4 47
4 Hexestrol. O-trifluoroacetvl- 366 C20H21F303 1000365-31-7 46
5 Hexestrol 270 C18H2202 000084-16-2 43

Abundance Scan 1204 (9.169 min): BF102438D(1203)() m/z 154.10 100.00%
5000
8.80 9.00 9.20 9.40 9.60
m/z 135.10 80.81%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33623: Phenol, 4-(1,1-dimethylpropyl)-
135.0
5000 107.0
8.80 9.00 9.20 9.40 9.60
770 164.0 m/z 153.10 43.81%
26.0 410 620 92.0 o
miz--> 20 40 e'o 8'0 Wo 1o to 1o ik
Abundance
135.0
8.80 9.00 9.20 9.40 9.60
5000 m/z 97.10 41.92%
107.0 150.0
41.0
56.0 70 950
miz--> 20 40 60 80 100 120 140 160 180 |
Abundance #23712: Phenol, p-tert-butyl- R i o
135.0 8.80 9.00 9.20 9.40 9.60
m/z 107.00 36.19%
5000
107.0
150.0
41.0
150 || 65.0 9 o
m/z--> 20 40 ' 8|0 1(')0 150 140 160 180 ' 880 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012518\
Data File : BF102438.D

Aca On : 25 Jan 2018 21:58

Operator : SJ/JU

Sample : J1256-03

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 unknown9.61 Concentration Rank 10

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

9.61 2.86 ng 152760 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclo(3.3.1)nonane-2.6-dione 152 C9H1202 016473-11-3 43
2 Biphenvlene 152 C12H8 000259-79-0 38
3 Piperidine. 1-(cvanoacetvl)- 152 C8H12N20 015029-30-8 35

092204-06-3 35
000148-53-8 35

4 5.6-Dihvdro-4-methvlthieno(2.3-d... 152 C7H8N2S
5 Benzaldehyde, 2-hydroxy-3-methoxy- 152 C8H803

Abundance Scan 1279 (9.610 min): BF102438D(1276)() m/z 152.10 100.00%
5000
9.20 9.40 9.60 9.80 10.00
m/z 55.00 50.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #26016: Bicyclo(3.3.1)nonane-2,6-dione
152.0
5000 | NI LI L L LB LB L
55.0 124.0 9.20 9.40 9.60 9.80 10.00
82.0 : m/z 69.10 47 . 74%
m/z--> 20 40 100 120 140 160 180 200 220
Abundance
152.0
o A
9.20 9.40 9.60 9.80 10.00
5000 m/z 41.10 31.49%
76.0
280 50.0 980 126.0
B R B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #25754: Piperidine, 1-(cyanoacetyl)- L A
152.0 9.20 9.40 9.60 9.80 10.00
m/z 83.10 27 .81%
41.0 69.0
5000
112.0
150 050 || 1350 |
B B e AL a s e o A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.20 9.40 9.60 9.80 10.00

8270-BF012218_.M Fri

Jan 26 14:27:39 2018

Page: 10



Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012518\
Data File : BF102438.D

Aca On : 25 Jan 2018 21:58

Operator : SJ/JU

Sample : J1256-03

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 unknown9.66 Concentration Rank 16

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

9.66 2.19 ng 117329 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Anthracenamine 193 C14H11N 000613-13-8 42
2 1.2-Dodecanediol 202 C12H2602 001119-87-5 27
3 2-Butenamide. 2.3-dimethvl-N-phe... 189 C12H15NO 024735-54-4 22
4 Cvclopropanemethanol. 2.2.3.3-te... 128 C8H160 002415-96-5 14
5 Bicyclo[3.1.0]hexan-2-one, 4-met... 152 C10H160 002506-61-8 14

Abundance Scan 1288 (9.663 min): BF102438.D (-1284) (-) m/z 193.20 100.00%
69.0 97.1 193.2
411
5000
123.1
1521 "3k 5k sb 1060
e m/z 97.10 85.01%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #55484: 2-Anthracenamine
193.0
5000 L R R AN R
165.0 9. 110 9. I60 9. 80 10'00
97.0 m/z 69.00 84.67%
51.0 70.0 1150 1390 |
miz--> B % & 3 100 130 1ho 1to 1ko 2%
Abundance
69.0 97.0
3.0 "'9.40 9.60 9.80 10.00
m/ 95.10 71.83Y%
5000 171.0 z 0
27.0
117.0 138.0
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #52406: 2-Butenamide, 2,3-dimethyl-N-pheny!- R N EEE S e R
69.0 97.0 9.40 9.60 9.80 10.00
41.0 m/z 41.10 71.78%
5000
189.0
T | 1170 1440 1710
m/z--> 2'0 4'0 6|0 8|0 1(')0 12'0 14'10 160 180 2(')0 9. 110 9. I60 9. 80 10'00

8270-BF012218_.M Fri Jan 26 14:27:40 2018

Page: 11



Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012518\
Data File : BF102438.D

Aca On : 25 Jan 2018 21:58

Operator : SJ/JU

Sample : J1256-03

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 10 Hexadecane Concentration Rank 17

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

9.68 2.17 ng 115827 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 87
2 Tridecane. l1l-i1odo- 310 C13H271 035599-77-0 86
3 Tetradecane. l1l-iodo- 324 C14H29l 019218-94-1 72
4 Tridecane 184 C13H28 000629-50-5 72
5 Pentadecane 212 C15H32 000629-62-9 64

Abundance Scan 1291 (9.681 min): BF102438.D (-1289) (-) m/z 57.10 100.00%
51.1
5000 851
113.1 9.40 9.60 9.80 10.00
S— ,..':.,-J...nl,..:l.,..l.‘.‘o..l..1.7.?.1.1.9.‘.‘2].2]?0..1.. e || M7z 43.10  68.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83024: Hexadecane
57.0
5000 LR B R L B
85.0 9.40 9.60 9.80 10 00
29.0 m/z 71.10 49.66%
|, 180 1410 1690 2260
m/z--> 25 Jo éo 85 160 150 140 160 180 200 220 240 260 280 360
Abundance
57.0
940 9.60 9.80 10.00
5000 85.0 m/z 85.10 36.93%
28.0
113.0 155.0 183.0 310.0
mmrmﬁwmmmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #163874: Tetradecane, 1-iodo- L B B e
57.0 9.40 9.60 9.80 10.00
m/z 41.10 29.91%
5000
29.0 85.0
| ‘ I ‘ 1130 1850 4979

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 9.40 9.60 9. 80 10 00

8270-BF012218_.M Fri Jan 26 14:27:40 2018

Page: 12



Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012518\
Data File : BF102438.D

Aca On : 25 Jan 2018 21:58

Operator : SJ/JU

Sample : J1256-03

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 unknownl10.15 Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
10.15 3.76 ng 200850 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Fluorobenzoic acid. 3-pentadec... 350 C22H35F02 1000280-68-4 27
2 3-Fluorobenzoic acid. 4-tridecvl... 322 C20H31F02 1000280-60-4 27
3 4.4"-Difluorobenzhvdrol 220 C13H10F20 000365-24-2 27
4 4-Fluorobenzoic acid. 4-tridecvl... 322 C20H31F02 1000280-68-0 27
5 4-Fluorobenzoic acid, 3-tetradec... 336 C21H33F02 1000280-68-1 27
Abundance Scan 1371 (10.151 min): BF102438.D (-1368) (-) m/z 123.10 100.00%
12B.1
5000 411 71.0 95.1
155.1 207.2 .
173.2 30.2 9.80 10.00 10.20 10.40
- m/z 71.05 47 .77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #184117: 4-Fluorobenzoic acid, 3-pentadecyl ester
123.0
5000 41.0 RN BARRE
95.0 9. 80 10. 00 10 20 10.40
69.0 m/z 55.05 43.91%
‘ ‘ : 141.0 210.0
.|.‘l . .‘l‘l.”.“l‘lu‘l“‘.‘. |”‘l" .‘l“luu‘. .|l...‘ N ...]-.81.0...“.‘..'....'
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
123.0
9.80 10.00 10.20 10.40
5000 m/z 109.10 43.48%
41.0 95.0
70.0 1410 182.0
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance H#77174: 4,4 leluorobenzhydrol TT T T T T[T T T T T T T T [ TT T T T
128.0 9.80 10.00 10.20 10.40
m/z 41.10 41 .00%
5000
95.0
75.0
16.0 330 910 | | 1510 1%0muﬂ?0
m/z--> ﬁo Jo 65 éo 160 150 150 1é0 180 260 250 ! 980 1000 1020 1040 '

8270-BF012218_.M Fri Jan 26 14:27:41 2018

Page: 13



Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012518\
Data File : BF102438.D

Aca On : 25 Jan 2018 21:58

Operator : SJ/JU

Sample : J1256-03

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 Undecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

10.18 2.24 ng 119937 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane 156 C11H24 001120-21-4 86
2 Tridecane. l-iodo- 310 C13H271 035599-77-0 86
3 Octane. 5-ethvl-2-methvl- 156 Cl11H24 062016-18-6 80
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 78
5 Eicosane 282 C20H42 000112-95-8 78

Abundance Scan 1376 (10.181 min): BF102438.D (-1374) (-) m/z 57.10 100.00%

57.1
5000

9.80 10.00 10.20 10.40
m/z 43.05 69.80%

'y 1131 155.1179 1203.2 230.2
S—
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #28425: Undecane
57.0
5000 [TTrr[rrrr[rrrryrrrorrm
9.80 10.00 10.20 10.40
290 85.0 m/z 71.10 56.28%
q.”q.”w.”w.”q.”q.”q.”..”..”q.”q.”..”.P”.P”.P”.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
R R e RS )
9.80 10.00 10.20 10.40
5000 850 m/z 85.10 35.90%
28.0
113.0 155.0 183.0 310.0
Wmmﬁwwwwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #28449: Octane, 5-ethyl-2-methyl- A B e
43.0 9.80 10.00 10.20 10.40
m/z 41.10 29 .45%
71.0
5000
127.0
L L 100,21 o0
.PHW.HWHH,HHP”.PHWH..””..”.”..”.u” RRSRERRR RS R o R R E e S )
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 9. 80 10. 00 10 20 10.40

8270-BF012218_.M Fri Jan 26 14:27:42 2018

Page: 14



Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012518\
Data File : BF102438.D

Aca On : 25 Jan 2018 21:58

Operator : SJ/JU

Sample : J1256-03

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 13 Heptacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.40 3.55 ng 190014 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 72
2 Undecane. 3.5-dimethvl- 184 C13H28 017312-81-1 64
3 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 64
4 Undecane. 5.5-dimethvl- 184 C13H28 017312-73-1 59
5 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 53
Abundance Scan 1413 (10.398 min): BF102438.D (-1411) (-) m/z 57.10 100.00%
57.1
5000
e 10100 10,20 10,40 10,60 10,60
27.1 : : : : :
] " I' gt s Twm/z 71.10  44.09%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000 AU AR AR R
10,00 1020 10.40 10.60 10.80
m/z 43.10 39.32%
270/ | | %990 14101600 2110 2530 2050 337.0 3800
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
10.00 10.20 10.40 10.60 10.80
5000 m/z 85.10 22 .06%
27.0 90 15501840
m/z--> 50 100 150 200 250 300 350
Abundance #129509: Hexadecane, 2,6,10,14-tetramethyl- A e o
57.0 10.00 10.20 10.40 10.60 10.80
m/z 41.05 19.92%
5000
113.0
270) | | ‘ | | | 155.01830 5550253 0282.0
m/z--> 50 100 1&1;0 200 250 300 350 10,00 1020 10.40 10.60 10.80

8270-BF012218_.M Fri Jan 26 14:27:42 2018 Page: 15



Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012518\
Data File : BF102438.D

Aca On : 25 Jan 2018 21:58

Operator : SJ/JU

Sample : J1256-03

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 Pentadecane, 2,6,10-trimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
10.66 15.10 ng 651119 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 86
2 Tridecane. 6-methvl- 198 C14H30 013287-21-3 81
3 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 72
4 Hexadecane. 4-methvl- 240 C17H36 025117-26-4 68
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 64

Abundance Scan 1458 (10.663 min): BF102438.D (-1454) (-) m/z 57.10 100.00%
57.1
5000
85.1
113.1 ol 10en 100 1100
1411 1832 10.40 10.60 10.80 11.00
Obrrrrrrregrthe b il 72091 2882 SSLT L7110 68.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #105904: Pentadecane, 2,6,10-trimethyl-
57.0
5000 LRI BN UL SUMRULE UL
1040 10,60 10.80 11.00
2.0 85.0 m/z 43.10 52.52%
““JP@MN mwmmm%
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57.0
1040 10.60 10.80 11.00
5000 m/z 85.10 29.38%
29.0 80 1260
154.0 183.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #71407: Dodecane, 2,7,10—trimethy|— L L B L BN BB
57.0 10.40 10.60 10.80 11.00
m/z 41.10 24 . 17%
5000
29.0 85.0
DL 1830410 1830
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 1040 10,60 10.80 11.00

8270-BF012218_.M Fri Jan 26 14:27:47 2018 Page: 16



Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012518\
Data File : BF102438.D

Aca On : 25 Jan 2018 21:58

Operator : SJ/JU

Sample : J1256-03

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 Hexadecane, 4-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.13 9.95 ng 428833 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 4-methvl- 240 C17H36 025117-26-4 70
2 Dodecane. l-iodo- 296 C12H251 004292-19-7 68
3 Heptadecane 240 C17H36 000629-78-7 64
4 Heneicosane 296 C21H44 000629-94-7 64
5 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 64
Abundance Scan 1537 (11.128 min): BF102438.D (-1535) (-) m/z 57.10 100.00%
51.1
5000 85.1
184.0 S
113.1
139.1150.1 | 10.80 11.00 11.20 11.40
0 ...,..?.7,...| el AT 21212882 2612 07T 0 72, 63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #94350: Hexadecane, 4-methyl-
43.0
71.0
5000 R UL UL UL IR
10.80 11.00 11.20 11.40
‘990 1970 m/z 43.10 54_.70%
0 1270
SN | S N Y .p....l§§.q b 222
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57.0
10.80 11.00 11.20 11.40
5000 85.0 m/z 85.10 41 .56%
29.0
113.0 155.0 183 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #94344: Heptadecane L L L B L BN NN |
57.0 10.80 11.00 11.20 11.40
m/z 41.10 30.80%
5000 85.0
SOl 180 1410 1600 1970 2400
mz> 20 4 60 80 100 120 140 160 180 200 230 240 260 10.80 11.00 11.20 11.40

8270-BF012218_.M Fri Jan 26 14:27:48 2018
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012518\
Data File : BF102438.D

Aca On : 25 Jan 2018 21:58

Operator : SJ/JU

Sample : J1256-03

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 4H-Cyclopenta[def]phenanthrene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
11.85 5.35 ng 230756 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 52
2 2.2"-Bis(4.5-dimethvlimidazole) 190 C10H14N4 069286-06-2 49
3 Phenanthrene. 4-methvl- 192 C15H12 000832-64-4 25
4 Anthracene. l-methvl- 192 C15H12 000610-48-0 20
5 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 20
Abundance Scan 1660 (11.851 min): BF102438.D (-1658) (-) m/z 189.10 100.00%
189.1

5000

-

11.60 11.80 12.00 12.20
m/z 190.10 93.12%

01

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #53204: 4H-Cyclopenta[def]phenanthrene
190.0

-

5000
11.60 11.80 12.00 12.20

m/z 192_.10 57.01%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
189.0
e AL BREEE e e
11.60 11.80 12.00 12.20
5000 m/z 191.10 45.59%
42.0 122.0
20.0 66.0 95.0 148.0
wwmwwmwmmmmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 WJ
Abundance #54745: Phenanthrene, 4-methyl- R B EE B EE B
192.0 11.60 11.80 12.00 12.20

m/z 94.40 28.42%

5000

165.0
95.0

27.0 63.0 117.0139.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.60 11.80 12.00 12.20

3

8270-BF012218_.M Fri Jan 26 14:27:49 2018
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012518\
Data File : BF102438.D

Aca On : 25 Jan 2018 21:58

Operator : SJ/JU

Sample : J1256-03

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 unknownl6.42 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.42 20.00 ng 3255420 Perylene-d12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 46
2 Anthracene. 9-dodecvltetradecahv... 360 C26H48 055401-75-7 40
3 1-Cvclohexene. 1.3.3-trimethvl-2... 206 C14H220 1000197-08-4 38
4 28-Nor-17.beta. (H)-hopane 398 C29H50 036728-72-0 32
5 5-(p-Aminophenyl)-2-thiazolamine 191 C9HON3S 090349-87-4 27
Abundance Scan 2437 (16.421 min): BF102438.D (-2431) (-) m/z 191.20 100.00%
191.2
1 l J 137 2 "' 16,20 16.40 16.60 16.80
et J Ll L) 212 oz aioomsas T4 a2 7 0GRt 055 5y
m/z--> 150 200 250 300 350 400 450
Abundance #66096: .beta.-iso-Methyl ionone
191.0
5000280 TI T T[T T T T[T 1T rtr[rrrrrim
16. 20 16 40 16. 60 16. 80
950 135.0 m/z 81.10 31.53%
I‘II‘ |“|“|h:“:‘i:‘:‘::|||||||||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
95.0 191.0
s 16120 16140 1660 1680
5000 m/z 69.10 26.66%
135.0 JLN\/L“\/\
264.0 303.0
miz-> 50 100 150 200 250 300 350 400 450
Abundance #66165: 1-Cyclohexene, 1,3,3-trimethyl-2-(1-methylbut-1-en... RS EmmEs o L
191.0 16.20 16.40 16.60 16.80
m/z 123.10 24 .95%
5000{ 430
123.0
.‘.‘. L \URJ ‘h‘l‘ljﬁ"..l....l....l....l....|....|... T T
m/z--> 50 150 200 250 300 350 400 450 1620 1640 1660 1680
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Tentatively ldentified Compound (LSC) summary

Data Path : U:\HPCHEMI1\BNA_F\DATA\BF012518\
Data File : BF102438.D

Acq On : 25 Jan 2018 21:58

Operator : SJ/JU

Sample - J1256-03

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]
2-Pentanone, 4-hy... 4 .91 2.6 ng 103297 1 6.72 807900 20.0
unknown6 .49 6.49 69.3 ng 2797860 1 6.72 807900 20.0
Phthalic anhydride 8.77 7.3 ng 383812 2 8.00 1050780 20.0
Naphthalene, 1-me... 8.81 2.4 ng 126842 2 8.00 1050780 20.0
Tetracontane, 3,5... 9.15 2.8 ng 150539 3 9.75 1069120 20.0
Phenol, 4-(1,1-di... 9.17 2.2 ng 118142 3 9.75 1069120 20.0
unknown9.61 9.61 2.9 ng 152760 3 9.75 1069120 20.0
unknown9 .66 9.66 2.2 ng 117329 3 9.75 1069120 20.0
Hexadecane 9.68 2.2 ng 115827 3 9.75 1069120 20.0
unknown10.15 10.15 3.8 ng 200850 3 9.75 1069120 20.0
Undecane 10.18 2.2 ng 119937 3 9.75 1069120 20.0
Heptacosane 10.40 3.5 ng 190014 3 9.75 1069120 20.0
Pentadecane, 2,6,... 10.66 15.1 ng 651119 4 11.24 862270 20.0
Hexadecane, 4-met... 11.13 9.9 ng 428833 4 11.24 862270 20.0
4H-Cyclopenta[def... 11.85 5.3 ng 230756 4 11.24 862270 20.0
unknownl16.42 16.42 20.0 ng 3255420 6 15.35 3255420 20.0
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