LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF113016\

Data File : BF091356.D

Aca On - 30 Nov 2016 16:05 Instrument :
Operator : UM/SJ BNy

Sample  : H5749-07 UGl
Misc : GRID-MM4-4
ALS Vial : 41 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-BF112916.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 5.064 240 243 252 rVB 1779007 2891760 34.68% 3.697%
2 5.476 275 279 281 rBVY 6001613 7153989 85.81% 9.146%
3 6.504 365 369 371 rBVY 5901375 8337218 100.00% 10.659%
4 6.630 377 380 383 rBVY 4997255 7602070 91.18% 9.719%
5 6.859 398 400 402 rBVY 1210998 1459800 17.51% 1.866%
6 7.019 411 414 417 rVB 4224951 5279531 63.32% 6.750%
7 7.430 446 450 452 rBV 4211605 4644615 55.71% 5.938%
8 8.150 510 513 515 rBVY 2146277 2023842 24.27% 2.588%
9 9.225 604 607 610 rBY 5046537 6973248 83.64% 8.915%
10 9.556 634 636 640 rBV 75379 159266 1.91% 0.204%

11 9.613 640 641 644 rvV 464751 550792 6.61% 0.704%
12 9.899 664 666 668 rvv 2061074 1901395 22.81% 2.431%
13 10.105 681 684 685 rvVv 131527 112599 1.35% 0.144%
14 10.139 685 687 692 rBvV3 71011 88269 1.06% 0.113%
15 10.310 699 702 703 rBV 86294 129129 1.55% 0.165%

16 10.345 703 705 706 rvB 156750 154012 1.85% 0.197%
17 10.448 712 714 715 rvv2 96017 92755 1.11% 0.119%
18 10.688 732 735 737 rBV 4056877 4047824 48.55% 5.175%
19 10.813 744 746 750 rVB 295337 328747 3.94% 0.420%
20 11.122 770 773 777 rBv4 45513 120207 1.44% 0.154%

21 11.259 784 785 786 rvV 219300 191585 2.30% 0.245%
22 11.293 786 788 791 rvVB2 80619 122976 1.48% 0.157%
23 11.385 793 796 800 rBVv2 1801354 2691693 32.29% 3.441%
24 11.453 800 802 804 rVvB 342512 293733 3.52% 0.376%
25 11.682 820 822 826 rvv2 128795 191741 2.30% 0.245%

26 11.888 837 840 841 rBV 142544 246748 2.96% 0.315%
27 11.911 841 842 844 rvV 574884 633236 7.60% 0.810%
28 11.956 844 846 847 rVV2 147594 143486 1.72% 0.183%
29 11.991 847 849 854 rvB2 353287 541593 6.50% 0.692%
30 12.093 854 858 861 rBvV3 86806 163912 1.97% 0.210%

31 12.173 863 865 871 rvB3 128674 245611 2.95% 0.314%
32 12.322 875 878 880 rBv4 62442 100267 1.20% 0.128%
33 12.356 880 881 885 rvB 94131 129467 1.55% 0.166%
34 12.436 885 888 889 rBvV 135513 200075 2.40% 0.256%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF113016\

Data File : BF091356.D

Aca On - 30 Nov 2016 16:05 Instrument :
Operator : UM/SJ BNy

Sample  : H5749-07 UGl
Misc : GRID-MM4-4
ALS Vial : 41 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-BF112916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.471 889 891 893 rBv2 74568 138809 1.66% 0.177%

36 12.516 893 895 897 rvB3 73090 94397 1.13% 0.121%
37 12.596 899 902 904 rBV 1052785 1395702 16.74% 1.784%
38 12.699 909 911 914 rBV3 207998 290509 3.48% 0.371%
39 12.813 918 921 924 rBV2 1022812 1713741 20.56% 2.191%
40 12.871 924 926 929 rVvB2 116559 174723 2.10% 0.223%

41 12.973 932 935 937 rVB 4651961 5088495 61.03% 6.506%
42 13.042 937 941 944 rVvB3 112270 186471 2.24% 0.238%
43 13.145 947 950 952 rVB 291679 373690 4.48% 0.478%
44 13.214 954 956 957 rVB 271192 221749 2.66% 0.284%
45 13.248 957 959 961 rBvV 230672 238938 2.87% 0.305%

46 13.339 965 967 968 rBV 114873 92771 1.11% 0.119%
47 13.374 968 970 972 rBV2 106663 91223 1.09% 0.117%
48 13.499 979 981 984 rBV3 156841 240824 2.89% 0.308%
49 13.545 984 985 988 rvB2 61026 94012 1.13% 0.120%

50 13.648 992 994 997 rVB 85516 114730 1.38% 0.147%

51 13.762 1001 1004 1005 rBV2 139146 204436 2.45% 0.261%
52 13.876 1013 1014 1018 rVB2 217957 220213 2.64% 0.282%
53 14.014 1023 1026 1031 rVB2 1750772 2830429 33.95% 3.619%
54 14.402 1058 1060 1061 rVB 118789 143860 1.73% 0.184%
55 14.436 1061 1063 1064 rBV 74371 93621 1.12% 0.120%

56 14.494 1066 1068 1069 rBV2 94683 91857 1.10% 0.117%
57 15.031 1113 1115 1120 rBV 425232 945949 11.35% 1.209%
58 15.134 1122 1124 1126 rVB 155823 183546 2.20% 0.235%
59 15.328 1139 1141 1144 rVB 286373 359427 4_.31% 0.460%
60 15.385 1144 1146 1148 rBV 357216 460733 5.53% 0.589%

61 15.442 1149 1151 1153 rBV 692647 1033873 12.40% 1.322%
62 15.602 1163 1165 1168 rBV2 109090 168625 2.02% 0.216%
63 16.140 1210 1212 1217 rVB3 140130 292513 3.51% 0.374%
64 16.562 1247 1249 1255 rVB2 119958 240517 2.88% 0.308%
65 16.848 1271 1274 1278 rVB2 127452 276773 3.32% 0.354%

66 17.260 1308 1310 1317 rVB 85158 171597 2.06% 0.219%

Sum of corrected areas: 78215944
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF113016\

BF091356.D

30 Nov 2016 16:05

UM/SsJ

H5749-07

41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF113016\
Data File : BF091356.D

Aca On : 30 Nov 2016 16:05

Operator : UM/SJ

Sample : H5749-07

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.06 39.62 ng 2891760 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 36
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32

Abundance Scan 243 (5.064 min): BF091356.D (-240) (-) m/z 43.00 100.00%
43
59
5000 A
101 SRS SRR B
480 500 520 5.40
Oy Sl 53l 69 88 | w1 75 7859.00 65200
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R LR U L
4.80 5.00 5.20 5.40
59 m/z 58.00 16.61%
0 21 37 53 ‘ o7 778 a1 O
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
480 500 520 'é.ha' '
5000 m/z 101.00 14 .51%
41
53 73 86
e S S S UL IS SULL UL UL LA S B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- R ama L A REa
509 480 500 520 5.40
m/z 41.10 8.85%
5000
a1 101
0 15 1 \3\1 I ‘ L 53\\ 69 8\3
m/z--> 10 20 30 40 50 éo fo 80 9 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF113016\
Data File : BF091356.D

Aca On : 30 Nov 2016 16:05

Operator : UM/SJ

Sample : H5749-07

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 2 unknown6.63 Concentration Rank 1

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

6.63 104.15 ng 7602070 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 25
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10

Abundance Scan 380 (6.630 min): BF091356.D (-377) (-) m/z 132.00 100.00%
5000 68
75 ¥ 620 6.40 6.60 6.80 7.00
104 . . . . .
o..,....,....,...!,“.'.‘.‘? " 61"|....,..5.‘.7,....,....,.1.1.5.,...., - m/z 68.10 49.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 M
5000 A I I L R
6.20 6.40 6.60 6.80 7.00
31 78 m/z 66.00 33.61%
38 ‘
0'W'”'P'”I”J“'h'P'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132

6.20 6.40 6.60 6.80 7.00
5000 97 m/z 134.00 33.02%

70

31 445 60 7 g 105 116

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl- T
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 19.97%
5000

63 o0 104
15 28 39 % 7 7 " |, 116 \

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 660 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF113016\
Data File : BF091356.D

Aca On : 30 Nov 2016 16:05

Operator : UM/SJ

Sample : H5749-07

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 4 3-Methyl-4-(methoxycarbonyl... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.81 2.44 ng 328747 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Methvl-4-(methoxvcarbonvl)hexa... 184 C9H1204 1000104-10-8 90
2 3.5-Dimethvldodecane 198 C14H30 107770-99-0 81
3 Eicosane 282 C20H42 000112-95-8 70
4 Dodecane 170 C12H26 000112-40-3 64
5 Tridecane, 2-methyl- 198 C14H30 001560-96-9 58
Abundance Scan 746 (10.813 min): BF091356.D (-744) (-) m/z 57.10 100.00%
57
43

5000

184 IIIIIIIIIIIIIIIIIIIIIII
99113157 153 o 108 10.40 10.60 10.80 11.00 11.20
0 m/z 43.05 69.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #45954: 3-Methyl-4-(methoxycarbonyl)hexa-2,4-dienoic acid
57
81
97 125
5000 LA L L L L L L L L
152 10. 40 10. 60 10. 80 11. 00 11. 20
H m/z 71.05 45_70%
L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
ST T T
10.40 10.60 10.80 11.00 11.20
5000 43 - m/z 41.10 29.45%
85
29
9 169
oL15 126141155169183 198
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane R B o
43 57 10.40 10.60 10.80 11.00 11.20
m/z 85.05 28.91%
71
5000
85
29 9
0 | L L Ly 3127141156169 282
R AR L d BA A Rasaa Rasaa bass B ST T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10. 40 10. 60 10. 80 11. 00 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF113016\
Data File : BF091356.D

Aca On : 30 Nov 2016 16:05

Operator : UM/SJ

Sample : H5749-07

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 5 Phenanthrene, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

11.91 4.71 ng 633236 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 97
2 1H-Cvclopropall'lphenanthrene.la.... 192 C15H12 000949-41-7 97
3 Anthracene. 2-methvl- 192 C15H12 000613-12-7 94
4 Anthracene. 9-methvl- 192 C15H12 000779-02-2 94
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 93

Abundance Scan 842 (11.911 min): BF091356.D (-841) (-) m/z 192.10 100.00%

192

5000
43 g0 73

11.60 11.80 12.00 12.20
213 227 256

0 et 28 Tm/z 191.10  57.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

165

85 97 115129 152

Abundance #50627: Phenanthrene, 2-methyl-
192
5000
11.60 11.80 12.00 12.20
165 m/z 189.05 31.10%
oL 27395163 82 * ls7139152 | 177 |
e A AR A T o e o o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
192
e RS e Rl nan et
11.60 11.80 12.00 12.20
5000 m/z 43.10 25.00%
165
0l 27 39 51 63 83 9 115127139152 | 178
e L A R L LA AR A S s e B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #50611: Anthracene, 2-methyl- R R
192 11.60 11.80 12.00 12.20
m/z 60.00 21.41%
5000
96 165
o 63 8 | us s ]
R o Nl a a B i o R  ERERATES s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF113016\
Data File : BF091356.D

Aca On : 30 Nov 2016 16:05

Operator : UM/SJ

Sample : H5749-07

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 6 Benzaldehyde, 3,5-dichloro-... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.99 4.02 ng 541593 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzaldehvde. 3.5-dichloro-2-hvd... 190 C7H4Cl1202 000090-60-8 72
2 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 60
3 1H-Indene. 2-phenvl- 192 C15H12 004505-48-0 30
4 Anthracene. 1-methvl- 192 C15H12 000610-48-0 30
5 BH-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 25
Abundance Scan 849 (11.991 min): BF091356.D (-847) (-) m/z 189.10 100.00%
1
5000
113 126137 150 165 11.60 11.80 12.00 12.20 12.40
0 L m/z 190.05 95.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #49485: Benzaldehyde, 3,5-dichloro-2-hydroxy-
190
5000
63 11.60 11.80 12.00 12.20 12.40
99 172 m/z 192.10 71.34%
% @ | e
S O L .- |
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
190
11.60 11.80 12.00 12.20 12.40
5000 m/z 191.05 52.33%
95
. 27 43 6374 111122 137 150 163175
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #50604: 1H-Indene, 2-phenyl-
192 11.60 11.80 12.00 12.20 12.40
m/z 94.50 25.65%
5000
165
27 39 51 63 74 96 115127139152 | 177 ‘\
m/z--> 20 & & 80 100 @ 140 160 180 200 220 11.60 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF113016\
Data File : BF091356.D

Aca On : 30 Nov 2016 16:05

Operator : UM/SJ

Sample : H5749-07

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 7 Tetradecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.70 2.16 ng 290509 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 59
2 Undecanoic acid 186 C11H2202 000112-37-8 58
3 Dodecanoic acid 200 C12H2402 000143-07-7 53
4 n-Decanoic acid 172 C10H2002 000334-48-5 47
5 N-Cyclooct-4-enylacetamide 167 C10H17NO 170952-69-9 38
Abundance Scan 911 (12.699 min): BF091356.D (-909) (-) m/z 43.10 100.00%
B
5000
83 129
8 115 185 241 1240 1260 12.80 13.00
14315717118%199 226 284 12.40 12.60 12.80 13.00
N Y = 2% m/z 57.00 80.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75071: Tetradecanoic acid
73
43
5000 129 1240 12,60 12.80 13.00
115 185 228 m/z 60.00 80.25%
01 143 171
0 "'|""|""|' |T... H‘ ‘...|‘....‘|....|.‘..1.99.?:.L.3 ”\” SRR RRARRRRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
60
12.40 12.60 12.80 13.00
5000 43 m/z 55.10 74.37%
85 129143
27 101115 157 186
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #56047: Dodecanoic acid B I
78 12.40 12.60 12.80 13.00
43 m/z 73.00 69.58%
5
5000
TadL ) T s, |
0..wﬂ”.ﬁ.ﬂwjﬂ”ﬂ.w.ﬁkpu.M.”‘}Z?.”...”..” SN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF113016\
Data File : BF091356.D

Aca On : 30 Nov 2016 16:05

Operator : UM/SJ

Sample : H5749-07

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 8 Pyrene, 2-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.14 2.64 ng 373690 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. 2-methvl- 216 C17H12 003442-78-2 94
2 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 93
3 11H-Benzolalfluorene 216 C17H12 000238-84-6 93
4 Pvrene. l-methvl- 216 C17H12 002381-21-7 93
5 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 90
Abundance Scan 950 (13.145 min): BF091356.D (-947) (-) m/z 216.10 100.00%
216
5000
39 63 81 94 107 5137150163176 189 240254 273 12.80 13.00 13.20 13.40
ol 125137 o4 2l m/z 215.10 78.69%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #67025: Pyrene, 2-methyl-
216
5000 95
108 12.80 13.00 13.20 13.40
189 m/z 213.05 20.52%
ol 53 67 81 | 122 1s0183 |
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
216
12.80 13.00 13.20 13.40
5000 m/z 217.10 16.43%
o5 108
49 63 81 122135150163176189202
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #67033: 11H-Benzo[a]fluorene T
216 12.80 13.00 13.20 13.40
m/z 107 .50 12.82%
5000
108
ol 5063 81 % | 1137150163176 259 \\
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF113016\
Data File : BF091356.D

Aca On : 30 Nov 2016 16:05

Operator : UM/SJ

Sample : H5749-07

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 9 Benzo[e]pyrene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.13 3.55 ng 183546 Perylene-di12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 96
2 Benzolalpvrene 252 C20H12 000050-32-8 91
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 90
4 Pervlene 252 C20H12 000198-55-0 81
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 76

Abundance Scan 1124 (15.134 min): BF091356.D (-1122) (-) m/z 252.10 100.00%

2

5000

126

224 14.80 15.00 15.20 15.40
183 282
o 155 183204 202303 329 306385 | nyz 57.10  31.58%
m/z--> 50 100 150 200 250 300 350 400
Abundance #89816: Benzo[e]pyrene
252
5000 LI L

14.80 15.00 15.20 15.40
m/z 250.10  28.27%

50 74 99, M 146 174 200 224 |

O A |
m/z--> 50 100 150 200 250 300 350 400
Abundance
252
14.80 15.00 15.20 15.40
5000 m/z 253.10 23.81%
126
0 50 74 100 149 174 200 224
— T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #89826: Benz[e]acephenanthrylene B
252 14.80 15.00 15.20 15.40
m/z 43.10 18.23%
5000
126
ol39 74 100, | 150 174 200 224
e AR ERREEEELE S
m/z--> 50 100 150 200 250 300 350 400 14.80 15. 00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF113016\
Data File : BF091356.D

Aca On : 30 Nov 2016 16:05

Operator : UM/SJ

Sample : H5749-07

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 11 unknownl15.60 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.60 3.26 ng 168625 Perylene-d12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 9-cvclohexviltetradec... 274 C20H34 055255-70-4 14
2 Anthracene. 9-butvltetradecahvdro- 248 C18H32 055133-89-6 12
3 7-Hvdroxv-2.5.8-auinoline trione 191 C9H5N0O4 015544-54-4 11
4 Cvclohexane. 1.1-dimethvl-2.4-bi... 192 C14H24 062337-98-8 10
5 Cyclohexane, 3,4-bis(l-methyleth... 192 C14H24 061142-74-3 10
Abundance Scan 1165 (15.602 min): BF091356.D (-1163) (-) m/z 177.10 100.00%
100 193177 266
5000
15.20 15.40 15.60 15.80 16.00
(o} m/z 153.10 97 .39%
m/z--> 50 100 150 200 250 300 350 400
Abundance #103116: Anthracene, 9-cyclohexyltetradecahydro-
95
41 191
5000 67 LRSI BRI SRS BRI B
15.20 15.40 15.60 15.80 16.00
135 m/z 191.15 89.04%
274
Ol L‘lh i 15 | g6l | v
m/z--> 50 100 150 200 250 300 350 400
Abundance
95 191
41 LRSI BRI SRS BRI B
67 15.20 15.40 15.60 15.80 16.00
5000 m/z 266.10 86.18%
248
135
T O
m/z--> 50 100 150 200 250 300 350 400
Abundance #49989: 7-Hydroxy-2,5,8-quinoline trione R S s e e
191 15.20 15.40 15.60 15.80 16.00
m/z 109.10 81.32%
5000
52 79 107 \ 163
m/z--> 50 100 150 200 250 300 350 400 15.20 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF113016\
Data File : BF091356.D

Aca On : 30 Nov 2016 16:05

Operator : UM/SJ

Sample : H5749-07

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 12 28-Nor-17.alpha.(H)-hopane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.14 5.66 ng 292513 Perylene-di12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 28-Nor-17.alpha.(H)-hopane 398 C29H50 053584-60-4 59
2 .beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 58
3 3-Phenvl-5-T4-T7-dichloro-4-aquin... 408 C22H21CIN402 1000252-32-2 42
5-(1-1sopropenvl-4_ 5-dimethvlbic... 332 C22H3602 1000195-69-8 40
5 Anthracene, 9-dodecyltetradecahy... 360 C26H48 055401-75-7 32
Abundance Scan 1212 (16.140 min): BF091356.D (-1210) (-) m/z 191.15 100.00%
191
5000 55 8l WM
123
163 R e e o
21793750+ 284201324 362383 413 15.80 16.00 16.20 16.40
0 4 bt 22 TS0 ST S Tm/z 81.10 44.69%
m/z--> 50 100 150 200 250 300 350 400
Abundance #156126: 28-Nor-17.alpha.(H)-hopane
191
5000 LR S S SRR UL B
109 137 15.80 16.00 16.20 16.40
217 m/z 95.10 43.99%
“ H 163 260 355 383
0...|... u \\H “l‘.“...‘ll... ....l‘...“.“l..
m/z--> 50 200 250 300 350 400
Abundance
191
15.80 16.00 16.20 16.40
5000| 28 m/z 55.05 42 _.96%
135 163
69 9
0"'I""I""""""""""""I"
m/z--> 50 100 150 200 250 300 350 400
Abundance #158028: 3-Phenyl-5-[4-[7-dichloro-4-quinolyllamino]butylh... e e A B
191 15.80 16.00 16.20 16.40
73 156 m/z 177.15 40.87%
5000 408
219
99119
ol 254 288 373
m/z--> 50 100 150 200 250 300 350 400 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF113016\
Data File : BF091356.D

Aca On : 30 Nov 2016 16:05

Operator : UM/SJ

Sample : H5749-07

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 13 _beta.-iso-Methyl ionone Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
16.56 4.65 ng 240517 Perylene-d12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-i1so-Methvl ionone 206 C14H220 1000285-40-2 59
2 Cholestan-7-one. (5.alpha..14_be... 386 C27H460 040072-53-5 45
3 28-Nor-17.beta. (H)-hopane 398 C29H50 036728-72-0 37
4 28-Nor-17.alpha. (H)-hopane 398 C29H50 053584-60-4 37
5 5-(p-Aminophenyl)-2-thiazolamine 191 C9HON3S 090349-87-4 35

Abundance Scan 1249 (16.562 min): BF091356.D (-1247) (-) m/z 191.15 100.00%
191
5000 95
69
41 123 163 284 UV SN
(o} m/z 95.10 41 .58%
m/z--> 50 100 150 200 250 300 350 400
Abundance #60190: .beta.-iso-Methyl ionone
191
5000 28 UV SN
16.20 16.40 16.60 16.80
s 9 135 163 m/z 81.05 36.50%
0...|....|....|....... T
m/z--> 50 100 150 200 250 300 350 400
Abundance
191
386 UV SRR SUNLRE
16.20 16.40 16.60 16.80
5000 o5 m/z 69.10 28.47%
232
55 129 274
163 353
G L L L L WL L L W
m/z--> 50 100 150 200 250 300 350 400
Abundance #156125: 28-Nor-17.beta.(H)-hopane R R RREEEEa
191 16.20 16.40 16.60 16.80
m/z 55.10 27 .27%
5000
109 .0
‘ I 163 217 260 355 e
0...,....,‘t.‘.|”.l.‘}.‘.“. ".‘...‘l...,.?2.8.|‘....|.. S
m/z--> 50 100 150 200 250 300 350 400 16.20 16.40 16.60 16.80

8270-BF112916.M Thu Dec 01 13:56:32 2016
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF113016\
Data File : BF091356.D

Acq On : 30 Nov 2016 16:05

Operator : UM/SJ

Sample - H5749-07

Misc :

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.06 39.6 ng 2891760 1 6.86 1459800 20.0
unknown6 .63 6.63 104.2 ng 7602070 1 6.86 1459800 20.0
3-Methyl-4-(metho... 10.81 2.4 ng 328747 4 11.38 2691690 20.0
Phenanthrene, 2-m... 11.91 4.7 ng 633236 4 11.38 2691690 20.0
Benzaldehyde, 3,5... 11.99 4.0 ng 541593 4 11.38 2691690 20.0
Tetradecanoic acid 12.70 2.2 ng 290509 4 11.38 2691690 20.0
Pyrene, 2-methyl- 13.14 2.6 ng 373690 5 14.01 2830430 20.0
Benzo[e]pyrene 15.13 3.5 ng 183546 6 15.45 1033870 20.0
unknownl15.60 15.60 3.3 ng 168625 6 15.45 1033870 20.0
28-Nor-17.alpha.(... 16.14 5.7 ng 292513 6 15.45 1033870 20.0
-beta.-iso-Methyl... 16.56 4.7 ng 240517 6 15.45 1033870 20.0
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