LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061516\
Data File : BF088050.D

Aca On : 15 Jun 2016 23:03

Operator : UM/SJ

Sample : H3471-10

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-BF060716.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 1.690 8 9 18 rvv 328042 571706 21.17% 1.791%
2 1.815 18 20 32 rvv 1471139 2452308 90.82% 7.680%
3 1.976 32 34 37 rvB 79700 101544 3.76% 0.318%
4 4.924 290 292 300 rBV 129815 220595 8.17% 0.691%
5 5.336 326 328 331 rBVY 1825152 2698264 99.93% 8.451%
6 6.387 417 420 423 rBVY 1965788 2365798 87.61% 7.409%
7 6.513 428 431 433 rVV 2439713 2567848 95.10% 8.042%
8 6.582 435 437 439 rBV 85361 72613 2.69% 0.227%
9 6.742 449 451 453 rBV 811401 674079 24.96% 2.111%
10 6.902 462 465 467 rBV 2262407 2249032 83.29% 7.044%
11 7.313 498 501 503 rBY 1683815 1786924 66.18% 5.596%
12 7.439 510 512 517 rBV 32193 59148 2.19% 0.185%
13 8.033 561 564 566 rBV 747685 850546 31.50% 2.664%
14 8.570 608 611 613 rBV 49140 48263 1.79% 0.151%

15 9.108 655 658 661 rBV 2482497 2700242 100.00% 8.457%

16 9.508 690 693 695 rvB 617693 567720 21.02% 1.778%

17 9.645 702 705 707 rBV 37932 39119 1.45% 0.123%
18 9.725 710 712 714 rBV 70393 59668 2.21% 0.187%
19 9.782 714 717 719 rBV 992483 898693 33.28% 2.815%
20 10.193 748 753 754 rBV 28117 34885 1.29% 0.109%
21 10.216 754 755 757 rVB 67932 77317 2.86% 0.242%
22 10.433 771 774 776 rBV 30725 50126 1.86% 0.157%

23 10.571 783 786 788 rBV 1436309 1535914 56.88% 4_.810%
24 10.696 795 797 801 rBV 82178 122939 4 _55% 0.385%

25 11.142 832 836 837 rBV 54224 61589 2.28% 0.193%
26 11.256 844 846 850 rVB 735621 822046 30.44% 2.575%
27 11.336 850 853 855 rBvV 60705 67089 2.48% 0.210%
28 11.496 864 867 871 rBV3 55896 83278 3.08% 0.261%
29 11.794 891 893 895 rvB2 27686 38271 1.42% 0.120%
30 11.874 898 900 904 rvB2 45602 86157 3.19% 0.270%
31 11.977 904 909 913 rBV3 25827 61970 2.29% 0.194%
32 12.308 935 938 940 rBV 51207 60097 2.23% 0.188%
33 12.365 940 943 944 rvv2 31155 57122 2.12% 0.179%
34 12.399 944 946 950 rVB 27969 38802 1.44% 0.122%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061516\
Data File : BF088050.D

Aca On : 15 Jun 2016 23:03

Operator : UM/SJ

Sample : H3471-10

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
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF060716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.468 950 952 954 rBV 474475 401160 14.86% 1.256%

36 12.697 969 972 974 rBV 409742 571030 21.15% 1.788%

37 12.754 976 977 979 rVB 63432 50249 1.86% 0.157%
38 12.845 982 985 988 rvB 1885082 1925181 71.30% 6.029%
39 12.914 988 991 995 rVB3 45341 73899 2.74% 0.231%
40 13.028 997 1001 1002 rVB 49718 105889 3.92% 0.332%
41 13.085 1002 1006 1008 rBV3 42138 62313 2.31% 0.195%
42 13.131 1008 1010 1012 rBV 59293 74760 2.77% 0.234%
43 13.222 1013 1018 1019 rVB2 35740 45800 1.70% 0.143%
44 13.245 1019 1020 1023 rBV2 25597 36609 1.36% 0.115%
45 13.382 1030 1032 1034 rBV 112245 114821 4._.25% 0.360%
46 13.428 1034 1036 1039 rVB3 36129 67069 2.48% 0.210%
47 13.531 1044 1045 1049 rVvVv 64164 71259 2.64% 0.223%
48 13.645 1052 1055 1056 rVv2 42132 75232 2.79% 0.236%
49 13.691 1058 1059 1062 rVv2 40490 52793 1.96% 0.165%

50 13.748 1062 1064 1068 rVV3 83192 149698 5.54% 0.469%

51 13.885 1072 1076 1083 rBV3 621814 1196864 44.32% 3.748%

52 14.000 1083 1086 1087 rBV2 24553 38095 1.41% 0.119%
53 14.068 1090 1092 1094 rVB2 42700 48624 1.80% 0.152%
54 14.274 1108 1110 1112 rVB 43019 59465 2.20% 0.186%
55 14.308 1112 1113 1115 rBV2 27006 36871 1.37% 0.115%
56 14.377 1115 1119 1120 rBV3 55760 76087 2.82% 0.238%
57 14.662 1142 1144 1148 rVB2 35625 77926 2.89% 0.244%
58 14.742 1148 1151 1155 rBV3 31266 82360 3.05% 0.258%
59 14.800 1155 1156 1159 rVB3 21986 35369 1.31% 0.111%

60 14.903 1162 1165 1170 rBV 239917 478872 17.73% 1.500%

61 14.983 1170 1172 1175 rBV3 95464 171897 6.37% 0.538%
62 15.177 1187 1189 1192 rVB 136191 167905 6.22% 0.526%
63 15.234 1192 1194 1196 rBV 163085 189643 7.02% 0.594%
64 15.291 1196 1199 1201 rBV 540563 657847 24 _.36% 2.060%

65 15.508 1215 1218 1220 rVB2 26536 39283 1.45% 0.123%
66 15.714 1233 1236 1239 rBV 85079 132703 4.91% 0.416%
67 16.320 1284 1289 1295 rVB7 11638 40164 1.49% 0.126%
68 16.617 1312 1315 1320 rBV2 51515 115019 4._.26% 0.360%
69 16.697 1320 1322 1326 rVB 20634 38911 1.44% 0.122%
70 16.788 1326 1330 1332 rBV2 11190 32854 1.22% 0.103%
71 17.017 1347 1350 1356 rVB 36824 80978 3.00% 0.254%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061516\
Data File : BF088050.D

Aca On : 15 Jun 2016 23:03

Operator : UM/SJ

Sample : H3471-10

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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF060716.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
72 18.046 1436 1440 1448 rBV6 10484 32636 1.21% 0.102%
73 19.063 1524 1529 1535 rVB2 10294 39915 1.48% 0.125%

Sum of corrected areas: 31929762
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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:\HPCHEM1I\BNA F\DATA\BF061516\

BF088050.D

15 Jun 2016 23:03

UM/SsJ

H3471-10

12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061516\
Data File : BF088050.D

Aca On : 15 Jun 2016 23:03

Operator : UM/SJ

Sample : H3471-10

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 3 Propane, 1,1-dimethoxy- Concentration Rank 9

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

1.98 3.01 ng 101544 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 64
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 16
3 Thiocvanic acid. methvl ester 73 C2H3NS 000556-64-9 9
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 2-Propanol, 1,1-dimethoxy- 120 C5H1203 042919-42-6 9

Abundance Scan 34 (1.976 min): BF088050.D (-32) (-) m/z 75.10 100.00%
75
5000
45
39 57 103 1.80 2.00 220 2.40
-ttt ettt m/z 73.10 74 .56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4789: Propane, 1,1-dimethoxy-
75
5000 29 45 L L R I
180 200 220 2.40
m/z 45.10 38.18%
o ‘M il ST eo || a7 103
miz--> 10 20 B s'o 60 70 80 90 10 1o
Abundance
73
AERTSAPS SRPYSRPO
5000 m/z 41.05 25 _.52%
45
29
o 39 Y 101
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #718: Thiocyanic acid, methyl ester
73 1.80 2.00 220 240
m/z 47.00 16.77%
5000 45
15
0 "'I""I"'Z?H%{ .r.l.k,...iﬁ AR RS RS AR SRR R A AL N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 1.80 2.00 220 240
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061516\
Data File : BF088050.D

Aca On : 15 Jun 2016 23:03

Operator : UM/SJ

Sample : H3471-10

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.92 6.55 ng 220595 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 292 (4.924 min): BF088050.D (-290) (-) m/z 43.10 100.00%
43
59
5000
101 e
51 | 83 460 4.80 5.00 5.20
e S S m/z 59.10 60.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 460 480 5.00 520
m/z 101.10 23.51%
15 31 101
0 ‘ 1 N 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 5.00 520
5000 M m/z 58.00 17.13%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4083: Morpholine, 4—methy|— LA L L L L B BB
43 460 4.80 5.00 5.20
m/z 41.10 8.81%
5000
101
71
ﬁ5 28 56 86
R s R n s Anen Eind LSy R RN LA MM RS RARAL MARE AR RS AR RS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061516\
Data File : BF088050.D

Aca On : 15 Jun 2016 23:03

Operator : UM/SJ

Sample : H3471-10

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 14

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

6.58 2.15 ng 72613 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-ethoxvethoxv)- 134 C6H1403 000111-90-0 90
2 Diethvl carbitol 162 C8H1803 000112-36-7 72
3 Ethanol. 2-T2-(2-ethoxvethoxv)et... 178 C8H1804 000112-50-5 72
4 2-Propanol. 1-(1l-methvlethoxv)- 118 C6H1402 003944-36-3 45
5 Trimethylene glycol monomethyl e... 90 C4H1002 001589-49-7 42

Abundance Scan 437 (6.582 min): BF088050.D (-435) (-) m/z 45.10 100.00%
45
5000 59
72
103 6.20 6.40 6.60 6.80 7.00
0..,....,....,....,':ll..,...-.!'....,.l.'..,...5.3,9....,.':..,..1.1.7,....,...., m/z 59.05  37.55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15099: Ethanol, 2-(2-ethoxyethoxy)-
45
5000
31 59 72 6.20 6.40 6.60 6.80 7.00
m/z 72.10 26 .04%
0"I"iﬁ"Jm""IM"I"“l”'"PL"I“'§?"“I%$?'P%%§I'“'I"'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
45
6.20 6.40 6.60 6.80 7.00
5000 59 72 m/z 73.10 17.18%
31
ol 15 g9 103 116
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 A
Abundance #44467: Ethanol, 2-[2-(2-ethoxyethoxy)ethoxy]- A e

45 6.20 6.40 6.60 6.80 7.00
m/z 43.00 15.96%

5000

59 72
‘ 89

31
19 I “ 103 119 131

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 6.20 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061516\
Data File : BF088050.D

Aca On : 15 Jun 2016 23:03

Operator : UM/SJ

Sample : H3471-10

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 Tridecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.70 2.99 ng 122939 Phenanthrene-d10 11.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 93
2 Heneicosane 296 C21H44 000629-94-7 87
3 Heptadecane 240 C17H36 000629-78-7 87
4 Octadecane 254 C18H38 000593-45-3 86
5 Eicosane 282 C20H42 000112-95-8 86
Abundance Scan 797 (10.696 min): BF088050.D (-795) (-) m/z 57.10 100.00%
57
5000
41
113 140 169184 10.40 10.60 10.80 11.00
(o} m/z 71.10 68.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #48831: Tridecane
57
5000 U B R DU B
41 mmmmmmnm
85 m/z 43.10 57.70%
o 2# ), 13 a4 184
m/z--> 25 4b eb éo 160 150 150 160 180 200 220 240 2éo 2§o 300
Abundance
57
10,40 10.60 10.80 11.00
5000 a 85 m/z 85.10 45 .69%

ol 15 13 141 169 197 205 253068 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94346: Heptadecane R AR R e R R S
57 10.40 10.60 10.80 11.00
m/z 41.10 27 .45%
85
5000 4
o | 1L MR 14 169 197212 240
e ”.w.”w.”w.”w.”w.”..”..”..”..”..”.“”.. e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061516\
Data File : BF088050.D

Aca On : 15 Jun 2016 23:03

Operator : UM/SJ

Sample : H3471-10

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 D-Galactitol, 2-(acetylmeth... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.50 2.03 ng 83278 Phenanthrene-d10 11.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 D-Galactitol. 2-(acetvimethvlami... 363 C16H29N0O8 074410-42-7 53
2 5H-Indenoll1.2-blpvridine 167 C12HSN 000244-99-5 49
3 1.1"-Biphenvl. 2-azido- 195 C12H9N3 007599-23-7 49
4 Carbazole 167 C12HSN 000086-74-8 49
5 Thiazolo[3,2-a]pyridinium, 2,3-d... 167 C8HINOS 023003-43-2 49
Abundance Scan 867 (11.496 min): BF088050.D (-864) (-) m/z 167.10 100.00%
167
Hl 1]79 108 1120 11.40 11,60 11.80
ol A 4 m/z 83.10 41.21%
m/z--> 50 100 150 200 250 300
Abundance #192383: D-Galactitol, 2-(acetylmethylamino)-2-deoxy-3,4,6...
167
5000 e A e
11.20 11.40 11.60 11.80
28 m/z 55.05 39.93%
83 139
0 45 63 T 113 7 | 186207228 267 296 326343
m/z--> 50 100 150 200 250 300 '
Abundance
167
1120 11.40 11.60 11.80 _
5000 m/z 69.10 35.87%
139
14 39 63 8 113
m/z--> 50 100 150 200 250 300 '
Abundance #57203: 1,1'-Biphenyl, 2-azido- R EEEmaEE S S
167 11.20 11.40 11.60 11.80
m/z 43.10 32.36%
5000
139
0 ‘M6J3. 14 4 \1\9\7 1&'\-5 H M\ 195
mz> 50 100 150 200 250 300 1120 11.40 1160 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061516\
Data File : BF088050.D

Aca On : 15 Jun 2016 23:03

Operator : UM/SJ

Sample : H3471-10

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
11.87 2.10 ng 86157 Phenanthrene-d10 11.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 58
2 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 58
3 Methvl diselenide 190 C2H6Se?2 007101-31-7 41
4 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 30
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 25
Abundance Scan 900 (11.874 min): BF088050.D (-898) (-) m/z 189.10 100.00%

5000

94
63 8L 115 139 165 178 11.60 11.80 12.00 12.20
eyl m/z 190.10 93.97%

O e e e e
mz—-> 20 40 60 80 100 120 140 160 180

Abundance #53203: 4H-Cyclopenta[def]phenanthrene
5000
94 11.60 11.80 12.00 12.20
m/z 192.10 68.10%
oL 27 3950 63 8 || 110122 137 150 163 178 ||
e B B e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
189
11.60 11.80 12.00 12.20
5000 m/z 191.05 48 .34%
94
81 163
o e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #53209: Methyl diselenide
9 190 11.60 11.80 12.00 12.20
m/z 94.60 21.60%
175
5000
| HM u\\
m/z--> 20 40 140 160 180 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061516\
Data File : BF088050.D

Aca On : 15 Jun 2016 23:03

Operator : UM/SJ

Sample : H3471-10

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 Octatriacontyl pentafluorop... Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
13.75 2.50 ng 149698 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Octatriacontvl pentafluoropropio...
2 Docosvl pentafluoropropionate

3 Heptadecvl heptafluorobutvrate

4 Heneicosvl heptafluorobutvrate

697 C41H77F502
472 C25H45F502
452 C21H35F702
508 C25H43F702

1000351-89-1 60
1000351-80-9 60
959085-66-6 60
1000351-83-8 60

5 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 60
Abundance Scan 1064 (13.748 min): BF088050.D (-1062) (-) m/z 230.10 100.00%
57 230
5000 97
“h 153 | 13.40 13.60 13.80 14.00
0..“,.”..Jﬁﬂn A R R m/z 57.10 81.59%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242842: Octatriaconty| pentafluoropropionate
57
97
5000 LA LI L L L L B LB B B
13.40 13.60 13.80 14.00
m/z 43.10 62.19%
o 20|11 n\ }“ 181225 281 341376415 460 532 577 678
e AR R B B e A RARRARERRY
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
57
R A M e
97 13.40 13.60 13.80 14.00
5000 m/z 55.10 51.86%
ol 139 181 224 264 308 353 454
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #227400: Heptadecy! heptafluorobutyrate R S E i
57 13.40 13.60 13.80 14.00
m/z 83.10 48.14%
97
5000
169
0 238 283 434
H A e e e R AL B B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 13. 40 13. 60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061516\
Data File : BF088050.D

Aca On : 15 Jun 2016 23:03

Operator : UM/SJ

Sample : H3471-10

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 Heptadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14 .66 2.37 ng 77926 Perylene-d12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 87
2 Nonadecane 268 C19H40 000629-92-5 49
3 Octadecane 254 C18H38 000593-45-3 46
4 Octacosane 394 C28H58 000630-02-4 38
5 Pentacosane 352 C25H52 000629-99-2 38

Abundance Scan 1144 (14.662 min): BF088050.D (-1142) (-) m/z 57.10 100.00%

I
[6)]
~

(o]
)]

5000 256
14.40 14.60 14.80 15.00
Orprrrrfrrr iyt m/z 71.10 68.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94345: Heptadecane
57
5000 LA L L LB L LN
4 85 14.40 14.60 14.80 15.00

m/z 43.10 62 .68%

13 141 169 196211 240

oIS RN S Yt
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
A R e B n e e
14.40 14.60 14.80 15.00
5000 85 m/z 85.10 49_.37%
41
ol.26 13 141 169 197 o225p40 268
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #105886: Octadecane e RRE e
57 14.40 14.60 14.80 15.00
m/z 256.10 47 .50%
5000 85
4
oh2e | | T 169 197 95 25
e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061516\
Data File : BF088050.D

Aca On : 15 Jun 2016 23:03

Operator : UM/SJ

Sample : H3471-10

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 Phenol, 5-amino-2-(5,7-dime... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.74 2.50 ng 82360 Perylene-di12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 5-amino-2-(5.7-dimethvl-... 254 C15H14N202 1000338-06-4 58
2 3-Hvdroxv-1l-methoxvanthraaquinone 254 C15H1004 028504-24-7 50
3 1.2-Dihvdro-4H-I1.4-oxazinoll1.2... 254 C14H10N203 038066-84-1 50
4 3-(2-Furan-2-vl-2-oxo-ethvlidene... 254 C14H10N203 1000297-32-1 50
5 Chrysin 254 C15H1004 000480-40-0 50
Abundance Scan 1151 (14.742 min): BF088050.D (-1148) (-) m/z 254.10 100.00%
2%4
5000
69 112 224
39 o 95 | 27 150 175 202 239 | 268282 14.40 14.60 14.80 15.00
o m/z 69.10 27.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105516: Phenol, 5-amino-2-(5,7-dimethyl-1,3-benzoxazol-2-yl)
254
5000 L UL UL UL B B
44 14.40 14.60 14.80 15.00
o 13 m/z 224.10 24.88%
0 [ \‘ Ll ‘\ L ‘h [ 149 167 18319721122\5239
m/z--> 20 4b 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
254

L

14.40 14.60 14.80 15.00

5000 205 m/z 112.10 19.13%
13 139 168 208
o 18 50 76 g 154 | 183 239
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105300: 1,2-Dihydro-4H-[1,4-oxazino][1,2-a]-naphth[2,3-d]...
254 14.40 14.60 14.80 15.00
m/z 255.10 18.88%
5000 225
211
44 105 127 170 ‘
do el w0 ] e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061516\
Data File : BF088050.D

Aca On : 15 Jun 2016 23:03

Operator : UM/SJ

Sample : H3471-10

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 Hexacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.98 5.23 ng 171897 Perylene-di12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 1172 (14.983 min): BF088050.D (-1170) (-) m/z 57.10 100.00%
57
85
5000
LRSI DAL SRR B B
141 169 250 14.60 14.80 15.00 15.20 15.40
Y l|“"‘-?9',7....,-..292:,....,...., m/z 71.10 73.34%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 AR AR RN
14 60 14. 80 15. oo 15 20 15. 40
m/z 85.10 60.90%
. 201 i m341?1 169 197 225 253 295 323 367
m/z--> 55 100 1%0 260 250 360 350 '
Abundance
57
o 14,60 14.80 15.00 15.20 15.40
5000 m/z 43.10 55.39%
29 113
0 141 169 197 225 253 296
m/z--> 55 160 150 260 2%0 360 3%0 '
Abundance #215181: 2-methyloctacosane R e
57 14.60 14.80 15.00 15.20 15.40
m/z 55.10 22.82%
- I \/_/\/J\/\jL/\L—\
113
N L) 77 241 169 197 225 267 205 365 393
m/z--> % 1& 1% 2& 2% 3& 3% ' mmmmmmmmmm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061516\
Data File : BF088050.D

Aca On : 15 Jun 2016 23:03

Operator : UM/SJ

Sample : H3471-10

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 Heptacosane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
15.71 4.03 ng 132703 Perylene-di12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91

Abundance Scan 1236 (15.714 min): BF088050.D (-1233) (-) m/z 57.10 100.00%
57
85 \
5000
R AL BN SURURN SUNE
141 169 15.40 15.60 15.80 16.00
| ‘| lamy 2297 239 280 m/z 71.10 69.95%
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57
5000 85 L B B UM S
1540 15.60 15.80 16.00
m/z 43.10 54 .02%
29 113 141
o 4. A‘H |7 14t 169 197 225 253 281 309 337 380
m/z--> 50 100 1éo 260 250 300 350
Abundance
57
o 15.40 15.60 15.80 16.00 |
5000 m/z 85.10 53.47%
29
0 13 141 160 197 225 253 296
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl- BT L
57 15.40 15.60 15.80 16.00
m/z 55.05 20.08%
ol 38 J Ly dlﬁ3J1ﬂ1‘169 197 %39 267 204 323 352
m/z--> 50 100 150 200 250 300 350 1540 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061516\
Data File : BF088050.D

Acq On : 15 Jun 2016 23:03

Operator : UM/SJ

Sample - H3471-10

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.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]
Propane, 1,1-dime... 1.98 3.0 ng 101544 1 6.74 674079 20.0
2-Pentanone, 4-hy... 4 .92 6.5 ng 220595 1 6.74 674079 20.0
Ethanol, 2-(2-eth... 6.58 2.1 ng 72613 1 6.74 674079 20.0
Tridecane 10.70 3.0 ng 122939 4 11.26 822046 20.0
D-Galactitol, 2-(... 11.50 2.0 ng 83278 4 11.26 822046 20.0
4H-Cyclopenta[def... 11.87 2.1 ng 86157 4 11.26 822046 20.0
Octatriacontyl pe... 13.75 2.5 ng 149698 5 13.90 1196860 20.0
Heptadecane 14.66 2.4 ng 77926 6 15.29 657847 20.0
Phenol, 5-amino-2... 14.74 2.5 ng 82360 6 15.29 657847 20.0
Hexacosane 14.98 5.2 ng 171897 6 15.29 657847 20.0
Heptacosane 15.71 4.0 ng 132703 6 15.29 657847 20.0
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