LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062616\
Data File : BF088422.D

Aca On : 26 Jun 2016 17:01

Operator : UM/SJ

Sample : H3663-09

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 7 9 33 rvB 330037 613933 27.98% 2.919%
2 2.684 94 96 113 rBv4 8901 49289 2.25% 0.234%
3 4.673 267 270 286 rBV 218904 469019 21.38% 2.230%
4 5.130 308 310 325 rBVY 1076148 1747972 79.66% 8.310%
5 5.542 343 346 349 rBV 20991 28824 1.31% 0.137%
6 6.216 402 405 412 rBV 1335018 1652668 75.32% 7 .856%
7 6.319 412 414 432 rVB 1770721 1875339 85.47% 8.915%
8 6.547 432 434 445 rBV 327299 359241 16.37% 1.708%
9 6.696 445 447 450 rBV 1104943 1412765 64.39% 6.716%
10 7.119 482 484 487 rBV 742239 1070558 48.79% 5.089%

11 7.828 544 546 559 rBV 344743 514397 23.44% 2.445%
12 8.913 638 641 643 rBV 2115997 2194212 100.00% 10.431%
13 9.233 666 669 671 rBv2 42064 44165 2.01% 0.210%
14 9.313 674 676 678 rBvV 808440 694128 31.63% 3.300%
15 9.576 697 699 701 rBV 666338 608831 27.75% 2.894%

16 9.611 701 702 704 rVB 36908 28156 1.28% 0.134%
17 10.125 743 747 750 rvB2 19437 23739 1.08% 0.113%
18 10.365 765 768 771 rBV 1238077 1399315 63.77% 6.652%
19 10.491 777 779 784 rVB 37938 48889 2.23% 0.232%
20 10.936 816 818 819 rBvV 40530 30723 1.40% 0.146%
21 11.051 826 828 833 rBv2 609296 755892 34.45% 3.593%
22 11.131 833 835 838 rvB 38639 48433 2.21% 0.230%
23 11.302 848 850 853 rBv2 17223 23631 1.08% 0.112%
24 11.359 853 855 857 rBvV 44122 36357 1.66% 0.173%
25 11.599 873 876 877 rBv2 14429 27510 1.25% 0.131%
26 11.657 880 881 888 rvB2 29250 52620 2.40% 0.250%
27 11.759 888 890 894 rvB2 17318 24370 1.11% 0.116%

28 12.251 931 933 936 rBV 153692 225907 10.30% 1.074%
29 12.479 950 953 956 rBV 199789 236779 10.79% 1.126%
30 12.639 964 967 969 rBV 1631723 2020739 92.09% 9.606%

31 12.697 971 972 976 rVB2 16293 28413 1.29% 0.135%
32 12.811 979 982 985 rBV 21485 37744 1.72% 0.179%
33 12.880 985 988 990 rBVvV2 36408 45207 2.06% 0.215%
34 12.914 990 991 995 rvB2 18237 25774 1.17% 0.123%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062616\
Data File : BF088422.D

Aca On : 26 Jun 2016 17:01

Operator : UM/SJ

Sample : H3663-09

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
35 13.211 1014 1017 1022 rBV2 9892 25949 1.18% 0.123%
36 13.451 1033 1038 1039 rBV2 16669 31211 1.42% 0.148%

37 13.542 1044 1046 1055 rVvv2 125522 219995 10.03% 1.046%
38 13.680 1055 1058 1064 rVvv2 425210 699289 31.87% 3.324%

39 13.782 1064 1067 1070 rVB 14272 22290 1.02% 0.106%
40 14.068 1087 1092 1093 rBVY 18804 27951 1.27% 0.133%
41 14.171 1096 1101 1106 rBV5 76692 171482 7.82% 0.815%
42 14.571 1135 1136 1139 rVB2 23803 29493 1.34% 0.140%
43 14.674 1142 1145 1149 rvv 95341 178590 8.14% 0.849%
44 14.731 1149 1150 1151 rvv 35054 36493 1.66% 0.173%
45 14.765 1151 1153 1158 rVB 52007 89449 4.08% 0.425%
46 14.925 1165 1167 1170 rBV 50819 60968 2.78% 0.290%
47 14.983 1170 1172 1174 rVvV 64932 81689 3.72% 0.388%
48 15.028 1174 1176 1182 rVB 297777 412317 18.79% 1.960%
49 15.211 1187 1192 1198 rBV6 19787 50558 2.30% 0.240%
50 15.394 1206 1208 1211 rBvV2 29795 42228 1.92% 0.201%
51 15.451 1211 1213 1215 rBV3 19334 40276 1.84% 0.191%
52 16.263 1276 1284 1288 rBVY 39709 93596 4.27% 0.445%
53 16.628 1313 1316 1322 rBvV 26379 83283 3.80% 0.396%
54 16.743 1323 1326 1331 rVB 31721 66254 3.02% 0.315%
55 18.114 1440 1446 1447 rBV5 9410 27931 1.27% 0.133%
56 18.286 1458 1461 1466 rVB3 15514 43005 1.96% 0.204%
57 19.497 1557 1567 1570 rBV6 8707 45990 2.10% 0.219%
Sum of corrected areas: 21035826
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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\BF062616\

BF088422.D

26 Jun 2016 17:01

UM/SsJ

H3663-09

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
Abundance TIC: BF088422.D
2000000
6.32
1500000
6.22
5.13 6.70
1000000
7.12
500000
1.69 6.55
4.67
2.68 5.54 k‘,
o= 77— 7 T e S
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 7.00 7.50
Abundance TIC: BF088422.D
2000000 891
12.64
1500000
10.36
1000000
9.31
9.58 11.05
500000
7.83
12 9512.48 13
o L 9. 61 10.12 |{10.49 ~ 10.9 1@11;;661153676 N jk Lo TA®E81 132113 5&
— e S e e e e e b A R iR e e B P A T
Time--> 8.00 8.50 9.00 9.50 mm mw nm nm 12.00 nm 13.00
Abundance TIC: BF088422.D
2000000
1500000
1000000
50000013.68
15.03
1
378 14651 14 TADE8 15 »155a5 16.26 168874 18.118.29 16.5¢
A e e e e B B S e e L i
Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062616\
Data File : BF088422.D

Aca On : 26 Jun 2016 17:01

Operator : UM/SJ

Sample : H3663-09

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 2 unknown2.68 Concentration Rank 10

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

2.68 2.74 ng 49289 1,4-Dichlorobenzene-d4 6.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 R-(-)-1.2-propanediol 76 C3H802 004254-14-2 4
2 Formamide 45 CH3NO 000075-12-7 2
3 Propvlene Glvcol 76 C3H802 000057-55-6 2
4 Methoxvacetic acid. pentvl ester 160 C8H1603 168920-35-2 2
5 Butanenitrile, 2-(methoxymethoxy) 129 C6H11NO2 1000196-86-5 2

Abundance Scan 96 (2.684 min): BF088422.D (-94) (-) m/z 45.10 100.00%
45
5000
o o 240 260 280 3.00
Otrrprrrrprerererrprerrprrrererr e b e e m/z 43.00 21.67%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #944: R-(- ) 1,2-propanediol
5000 RS RSN R
240 2.60 2.80 3.00
29 m/z 61.00 6.98%
o 121 26 33 3042 535761 76
s L B e e e
Abundance
45
240 260 280 3.00
5000 m/z 44.00 6.44%
17 29
0 14 26 42
A RERR AL LARAA RN LARLA RALLY ARRNRAALA RARAS ALAMS RAREA RERLY AREE RRAM LALL) LLAMN AL RERRE
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #938: Propylene Glycol T
45 240 2.60 2.80 3.00
m/z 51.00 4_75%
5000
29 61
o 1519 26733 3942, 53576 7376
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 240 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062616\
Data File : BF088422.D

Aca On : 26 Jun 2016 17:01

Operator : UM/SJ

Sample : H3663-09

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

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

4._.67 26.11 ng 469019 1,4-Dichlorobenzene-d4 6.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Guanidine 59 CH5N3 000113-00-8 43
3 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 17
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 270 (4.673 min): BF088422.D (-267) (-) m/z 43.05 100.00%
a3
59
5000
101 S N —
83 440 460 480 5.00
mnA 51 | | s f 1 0
S ) R R SR AN AR ARARA RAREA AN AARAN LA SALRS ARSI RARRY m/z 59.10 68.43%
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 4.40 4.60 4.80 5.00
m/z 101.10 26.81%
15 31 ‘ 101
0'”PL'P”H“”Wm'ﬁ{hl“”P'“ﬁ%W'“WL'W”'W”“P'”P“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43 59
440 460 480 500
5000 18 m/z 58.10 17.51%
28
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R AN EEE BN RS L . .
59 440 460 480 5.00
m/z 41.10 9.21%
5000 41
68
0 150 . 126 147
”'P”W'”W”'W””I””P'”P”'P”W'“W”'W“'W”“I””P'”I '”'I”"P"W"”I'”'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062616\
Data File : BF088422.D

Aca On : 26 Jun 2016 17:01

Operator : UM/SJ

Sample : H3663-09

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 unknown6.32 Concentration Rank 1

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

6.32 104.41 ng 1875340 1,4-Dichlorobenzene-d4 6.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
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 414 (6.319 min): BF088422.D (-412) (-) m/z 132.00 100.00%
132
5000 68 k
96 DNEPENAAPARREDENAREE!
40 54 - 06 6.00 6.20 6.40 6.60
o} I B e B B m/z 68.10 39.19%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 USRS NS
6.00 6.20 6.40 6.60
2 51 m/z 134.00 32.70%
0

Abundance

m/z--> 20 40 60 80 100 120 140 160 180
132

6.00 6.20 6.40 6.60

5000 m/z 66.05 25.49%
104
66
ol 14 27 39 1 T g9 115
L B o e e e o B AL I B e o o o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine- proplonyl
57 132 6.00 6.20 6.40 6.60

m/z 69.10 16.28%

74
116

5000 98
‘ 158 189

m/z--> 20 40 100 120 140 160 180 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062616\
Data File : BF088422.D

Aca On : 26 Jun 2016 17:01

Operator : UM/SJ

Sample : H3663-09

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.M
Quant Title : 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 6 Pentafluoropropionic acid, ... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.54 6.29 ng 219995 Chrysene-di12 13.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 93
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 93
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 93
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 93
Abundance Scan 1046 (13.542 min): BF088422.D (-1044) (-) m/z 57.05 100.00%
57 83
5000 111 \
230 A
3 139 202 13.20 13.40 13.60 13.80
o A S m/z 83.10 85.82%
m/z--> 50 100 150 200 250 300 350
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester
57
5000 UL SRR BN RN
1320 13.40 13.60 13.80
2 m/z 97.10 78.97%
ol \‘ I 139 163182 20 oa725 3%
m/z--> 50 200 250 300 350
Abundance
57
83 13.20 13.40 13.60 13.80
5000 m/z 43.10 78.63%
111
o 22 139 169 19,210 238 ya5083
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol AR SR e
55 13.20 13.40 13.60 13.80
m/z 55.10 77 .53%
5000
29
oAl Al ‘ \ ”1?9 “167 196 238 266 294
m/z--> 50 200 250 300 350 1320 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062616\
Data File : BF088422.D

Aca On : 26 Jun 2016 17:01

Operator : UM/SJ

Sample : H3663-09

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 7 Heptafluorobutyric acid, pe... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.17 4.90 ng 171482 Chrysene-di12 13.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 95
2 Behenic alcohol 326 C22H460 000661-19-8 95
3 n-Tetracosanol-1 354 C24H500 000506-51-4 95
4 1-Heptacosanol 396 C27H560 002004-39-9 95
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 94
Abundance Scan 1101 (14.171 min): BF088422.D (-1096) (-) m/z 57.05 100.00%
g7
240 LN UL S BN I
139 216 13.80 14.00 14.20 14.40
0 S m/z 83.10 92.97%
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester
57
83
5000
m 13.80 14.00 14.20 14.40
m/z 97.10 87.58%
29 169
o .“. ey ‘l‘\lwhfl?lg‘l ‘. L ZJI-OI ; |25|5| — .‘:’0.6.
m/z--> 50 100 150 200 250 300 350 400
Abundance
55 83
13.80 14.00 14.20 14.40
5000 11 m/z 69.10 83.15%
29
0 139 167 196 224 252 280 308
m/z--> 50 100 150 200 250 300 350 400
Abundance #186968: n-Tetracosanol-1 T
13.80 14.00 14.20 14.40
m/z 43.05 82.79%
- _/UL\/L
ol 167 195 222 250 280 308 336
m/z--> 50 100 150 200 250 300 350 400 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062616\
Data File : BF088422.D

Aca On : 26 Jun 2016 17:01

Operator : UM/SJ

Sample : H3663-09

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 unknownl5.21 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.21 2.45 ng 50558 Perylene-di12 15.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Indenol2.1-alphenanthrene 266 C21H14 000220-97-3 43
2 13H-Dibenzola.hl1fluorene 266 C21H14 000239-85-0 43
3 1-Benzothienol3.2-Flauinazoline-... 266 C14H10N4S 065642-92-4 43
4 Acetic acid. 2-(2-benzvl-1-benzo... 266 C16H14N202 152342-26-2 38
5 8H-Indeno[2,1-b]phenanthrene 266 C21H14 000241-28-1 37
Abundance Scan 1192 (15.211 min): BF088422.D (-1187) (-) m/z 266.10 100.00%
266
i 1 J/\/\/J\/W
5000
109
4 131 191 209 314330 A SR I BN B
282 14. 80 15. 00 15. 20 15. 40 15 60

Of m/z 265.10 71.00%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #115938: 11H-Indeno[2,1-a]phenanthrene
266

5000 T T T T T
14. 80 15. 00 15. 20 15. 40 15 60

m/z 82.10 60.05%

133

o, 39 63 87 111 163 187 211 239
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
266
14.80 15.00 15.20 15.40 15.60
5000 m/z 57.10 53.47%
133
ol 39 63 87 106 150167 187 211 237
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #115297: 1-Benzothieno[3,2-flquinazoline-1,3-diamine R B am e e
266 14.80 15.00 15.20 15.40 15.60
m/z 43.10 34.76%
5000
133
224 248
43 69 g7 112 ‘ 152177 | |
3 S N - AN PR S VDU AN NN S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14. 80 15. 00 15. 20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062616\
Data File : BF088422.D

Aca On : 26 Jun 2016 17:01

Operator : UM/SJ

Sample : H3663-09

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 11 Eicosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.39 2.05 ng 42228 Perylene-d12 15.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Heptacosane 380 C27H56 000593-49-7 87
3 Octacosane 394 C28H58 000630-02-4 87
4 2-methvloctacosane 408 C29H60 1000376-72-8 87
5 Hexatriacontane 507 C36H74 000630-06-8 86
Abundance Scan 1208 (15.394 min): BF088422.D (-1206) (-) m/z 57.10 100.00%
g7
85
5000
113 266 R R AR DAL B
| | l| i I141 208 ] 330 15. 00 15. 20 15. 40 15 60 15. 80
ol ey m/z 71.10 75.33%

m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85

5000 ..................
15. 00 15. 20 15. 40 15 60 15. 80

m/z 85.10 59.98%
29 13 94
LA LM e e s 2
m/z--> 50 100 150 200 250 300 350
Abundance
57
15.00 15.20 15.40 15.60 15.80
5000 g5 m/z 43.05 54.83%
29 113 141
0 169 197 225 253 281 309 337 380
e R T e T e
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane B Ra e
57 15.00 15.20 15.40 15.60 15.80
m/z 99.10 21.85%
5000 85
2 1s 141
0 | ﬂ 169 197 225 253 281 309 337 365 394
e ! S e e A
m/z--> 50 100 150 200 250 300 350 15.00 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062616\
Data File : BF088422.D

Aca On : 26 Jun 2016 17:01

Operator : UM/SJ

Sample : H3663-09

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 Naphthalene, decahydro-1,4-... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.74 3.21 ng 66254 Perylene-di12 15.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. decahvdro-1.4-dimet... 198 C12H2202 042067-56-1 59
2 1-1sopropenvl-4_ 5-dimethvlbicyvcl... 330 C21H300S 1000195-85-4 22
3 Retinal 284 C20H280 000116-31-4 22
4 1.4-Methanonaphthalene. 6.7-diet... 206 C15H26 016539-02-9 16
5 (-)-Isolongifolol, methyl ether 236 C16H280 1000333-80-8 14
Abundance Scan 1326 (16.743 min): BF088422.D (-1323) (-) m/z 105.00 100.00%
5
81
5000
“ 16.40 16.60 16.80 17.00
O ””“”.“”w”. m/z 95.10 93.23%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #59652: Naphthalene, decahydro-1,4-dimethoxy-, (1.alpha.,4...
41 95 134
71

5000

16.40 16.60 16.80 17.00
m/z 81.10 61.45%

04
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
95
N —
149 16.40 16.60 16.80 17.00
5000 55 123 205 m/z 91.10 58.97%
79
29 313
165 189 | 223939 262 330

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Hi

Abundance #131442: Retinal
16.40 16.60 16.80 17.00
m/z 121.10 56.68%
5000
5
195 593 266 284 A A
o] B o e o N R

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062616\
Data File : BF088422.D

Aca On : 26 Jun 2016 17:01

Operator : UM/SJ

Sample : H3663-09

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 unknownl18.29 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.29 2.09 ng 43005 Perylene-di12 15.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dihvdroiasmone 166 C11H180 001128-08-1 22
2 4-Fluoro-3-nitrobenzvl alcohol 171 C7H6FNO3 020274-69-5 22
3 Silane. dimethvl(2.2.2-trichloro... 250 C6H13CI302Si 1000347-56-1 16
4 4a-Hvdroxv-4-nitroperhvdronaphth... 213 C10H15N04 1000195-29-3 14
5 Silane, bromomethyltripropyl- 250 C10H23BrSi 1000149-29-6 12
Abundance Scan 1461 (18.286 min): BF088422.D (-1458) (-) m/z 123.10 100.00%
3

5000

18.00 18.20 18.40 18.60

0 m/z 125.10 83.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #35023: Dihydrojasmone
137
82 110
166
5000 55 L e
18.00 18.20 18.40 18.60
m/z 95.10 76.24%
29
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
125
95 R e R e
171 18.00 18.20 18.40 18.60
5000 75 m/z 69.05 74.75%
51 154
31
0 14
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #102625: Silane, dimethyl(2,2,2-trichloroethoxy)ethoxy- Al Emma s B
123 18.00 18.20 18.40 18.60
m/z 107.00 69.15%
95
5000
75 191
45 171
209
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062616\
Data File : BF088422.D

Aca On : 26 Jun 2016 17:01

Operator : UM/SJ

Sample : H3663-09

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 unknownl19.50 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.50 2.23 ng 45990 Perylene-di12 15.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2:4.5-Dibenzopvrene 302 C24H14 000192-65-4 14
2 Coronene. 1.2-dihvdro- 302 C24H14 107716-56-3 10
3 1.2.9.10-Dibenzopvrene 302 C24H14 000191-30-0 9
4 1.1-Dimethvl-4a-hvdroxvmethyvldec... 212 C13H2402 1000196-01-9 9
5 6-Hydroxy-7-isopropyl-1,4a-dimet... 302 C20H3002 022595-48-8 9
Abundance Scan 1567 (19.497 min): BF088422.D (-1557) (-) . m/z 302.10 100.00%
302 326
163
5000 97
71 133 191 209 /\
5 | H \ - TS 010 P05 B A0To 80
Obrrrr ettt e et || M/z 326.10 0 93..08%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #146696: 1,2:4,5-Dibenzopyrene
302
5000 BABBSBUSRUNSSUSBLARE
150 19.1019.2019.3019.4019.50
m/z 163.00 64 .68%
oh 100 124 il \‘ 248 274 h‘m
miz-> 20 40 60 80 100 150 140 160 180 200 220 240 260 280 300 320
Abundance
302
150 19.1019.2019.3019.4019.50
5000 m/z 327.10 54 _.19%
ol 3955 83100 123 174 195 222 251 272
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #146702: 1,2,9,10-Dibenzopyrene

2 19.1019.2019.3019.4019.50
m/z 162.00  48.95%

5000

49 84100 124 174 198 224 248 274

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 19.1019.2019.3019.4019.50
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062616\
Data File : BF088422.D

Acq On : 26 Jun 2016 17:01

Operator : UM/SJ

Sample - H3663-09

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]
unknown?2 .68 2.68 2.7 ng 49289 1 6.55 359241 20.0
2-Pentanone, 4-hy... 4._67 26.1 ng 469019 1 6.55 359241 20.0
unknown6 .32 6.32 104.4 ng 1875340 1 6.55 359241 20.0
Pentafluoropropio... 13.54 6.3 ng 219995 5 13.68 699289 20.0
Heptafluorobutyri... 14.17 4.9 ng 171482 5 13.68 699289 20.0
unknown15.21 15.21 2.5 ng 50558 6 15.03 412317 20.0
Eicosane 15.39 2.0 ng 42228 6 15.03 412317 20.0
Naphthalene, deca... 16.74 3.2 ng 66254 6 15.03 412317 20.0
unknown18.29 18.29 2.1 ng 43005 6 15.03 412317 20.0
unknown19 .50 19.50 2.2 ng 45990 6 15.03 412317 20.0
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