LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF092116\

Data File : BF090175.D

Aca On : 21 Sep 2016 22:40 Instrument :
Operator : UM/SJ BNA_F

Sample  : H4856-08 St
Misc i BH-8-1.5-2.5FT
ALS Vial : 20 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-BF092016.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 1.667 5 7 25 rvB 1262570 2534584 73.33% 7.996%
2 4.604 262 264 274 rVB 436952 708987 20.51% 2.237%
3 5.073 302 305 307 rBY 2797321 3052041 88.30% 9.629%
4 6.159 397 400 403 rBVY 2344086 2953693 85.45% 9.318%
5 6.273 407 410 412 rBV 3150233 3128873 90.52% 9.871%
6 6.502 428 430 433 rBV 837036 836789 24.21% 2.640%
7 6.662 441 444 446 rBVY 2788117 2572698 74.43% 8.116%
8 7.073 477 480 483 rBV 1369365 1624414 47 .00% 5.125%
9 7.793 541 543 545 rBVY 1121897 991679 28.69% 3.129%
10 8.879 635 638 640 rBY 3208020 3456555 100.00% 10.905%

11 9.268 670 672 675 rBV 315322 421347 12.19%% 1.329%
12 9.530 693 695 698 rBvV 931043 970017 28.06% 3.060%
13 9.999 734 736 737 rVB 70613 64706 1.87% 0.204%
14 10.216 752 755 756 rBV 36569 47554 1.38% 0.150%
15 10.319 761 764 766 rBV 1652412 1665498 48.18% 5.254%

16 10.468 774 777 780 rBV 104627 170390 4._.93% 0.538%

17 10.913 814 816 817 rBV 75523 82121 2.38% 0.259%
18 11.005 821 824 826 rBV 833299 928104 26.85% 2.928%
19 11.336 850 853 854 rBvV 51789 53298 1.54% 0.168%
20 11.565 871 873 874 rBV 77442 71968 2.08% 0.227%
21 12.194 926 928 930 rBV 60148 84992 2.46% 0.268%
22 12.342 939 941 943 rBV2 28075 37739 1.09% 0.119%
23 12.422 946 948 951 rvv 71008 94322 2.73% 0.298%
24 12.582 960 962 965 rBV 1772224 2229554 64.50% 7.034%
25 12.994 995 998 999 rBvV2 41923 85927 2.49% 0.271%

26 13.497 1040 1042 1046 rBV 294222 407947 11.80% 1.287%
27 13.611 1050 1052 1058 rVvv2 778603 1038855 30.05% 3.277%
28 14.937 1166 1168 1171 rBV 557604 692234 20.03% 2.184%
29 15.508 1216 1218 1227 rVB 178424 381209 11.03% 1.203%
30 15.851 1246 1248 1257 rVB 169378 309148 8.94% 0.975%

Sum of corrected areas: 31697243
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092116\

Data File : BF090175.D

Aca On : 21 Sep 2016 22:40

Operator : UM/SJ

Sample : H4856-08 R
Misc : =
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF090175.D
3000000 507 6.66

2500000 6.16
2000000
1500000 167 7.07

1000000 6.50

500000 4.60

= e e e D

T
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF090175.D

3000000

2500000

2000000 12.58
10.32
1500000
7.79
1000000 9.53 11.00

13.5(
500000

’\ : 1047 10 11.3411.56
10.0010.2

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF090175.D

3000000

2500000
2000000

1500000

61 14.94

1000000

1551 45g5
500000

e e T

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\BF092116\

Data File : BF090175.D

Aca On : 21 Sep 2016 22:40

Operator : UM/SJ

Sample : H4856-08 R
Misc : =
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092016.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.60 16.95 ng 708987 1,4-Dichlorobenzene-d4 6.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Guanidine 59 CH5N3 000113-00-8 9
4 Acetone 58 C3H60 000067-64-1 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 264 (4.604 min): BF090175.D (-262) (-) m/z 43.05 100.00%
43
59
5000
101 S
51 | 83 420 4.40 4.60 4.80 5.00
B! N m/z 59.10 65.45%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 NSRS SR S L
420 4.40 4.60 4.80 5.00
m/z 101.10 24 . 75%
31 83 g3 101
O'W'“Wﬂ'“T“'w'”'w'“l“'w“”'w'“”“'w'“'w'”l”'w'“'l
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
420 4.40 4.60 4.80 5.00
5000 M m/z 58.10 18.12%
68
o 50 126 142
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #258: Guanidine R
43 59 420 4.40 4.60 4.80 5.00
m/z 41.10 8.48%
5000
28
O'W'“Wﬂ'“N”“w'“'b'“l“"w'“|“'w'”'w'“|“'w'“'w'”| SRS SRR R L
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092116\
Data File : BF090175.D

Aca On : 21 Sep 2016 22:40

Operator : UM/SJ

Sample : H4856-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092016.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 3 unknown6.27 Concentration Rank 1

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

6.27 74.78 ng 3128870 1,4-Dichlorobenzene-d4 6.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
3 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 410 (6.273 min): BF090175.D (-407) (-) m/z 132.10 100.00%
132
5000 68
40 | 75 ® 1o " 600 620 640 6.60
54 - - - -
o..,....,....,...:,".'.‘.‘?,:.'..‘,3?:.-.|,..':.,..5.‘.7,....,.':..,.1.1.5.,....,'...,... m/z 68.10 41.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IR RS B U
6.00 6.20 6.40 6.60
78 m/z 134.10 33.35%
31 38 Sﬁ
0"P'”I”'W'”M'h'P'”I”'H“”'P'”I”'W'“'P'”I””I“'W'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
600 620 640 6.60
5000 m/z 66.10 25.30%

15 28 39 52 6 77 o0 104 .

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methy!- T ./.\, A
132 6.00 6.20 6.40 6.60

m/z 69.10 16.14%

5000
104
6

3? 51 7( 90 117 I
1N i 1M i Al N 1

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092116\

Data File : BF090175.D

Aca On : 21 Sep 2016 22:40

Operator : UM/SJ

Sample : H4856-08 R
Misc : =
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092016.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 5 Tritetracontane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.47 3.67 ng 170390 Phenanthrene-d10 11.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tritetracontane 605 C43H88 007098-21-7 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Tetradecane 198 C14H30 000629-59-4 90
4 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 86
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 86
Abundance Scan 777 (10.468 min): BF090175.D (-774) (-) m/z 57.10 100.00%
5000
o 1013 1040 1050 1030
(o} m/z 71.10 75.80%
m/iz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane
57
5000 IR SULREN BN SR B

10.20 10,40 10.60 10.80
m/z 43.10 56.45%

97
”MH }41 183 225 267 323 379 421 463 505 547 604

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
T T
10.20 10.40 10.60 10.80
5000 m/z 85.10 48.71%

26 99 141 183 226

M
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #59880: Tetradecane T T
57 10.20 10.40 10.60 10.80
m/z 41.10 23.62%
5000
o 28l 1|7, 118
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 10. 20 10 40 10. 60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092116\

Data File : BF090175.D

Aca On : 21 Sep 2016 22:40

Operator : UM/SJ

Sample : H4856-08 R
Misc : =
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092016.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 5-Octadecene, (E)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

13.50 7.85 ng 407947 Chrysene-di12 13.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Octadecene. (E)- 252 C18H36 007206-21-5 95
2 Cvclohexadecane 224 C16H32 000295-65-8 94
3 1-Heneicosvl formate 340 C22H4402 077899-03-7 94
4 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 93
5 n-Nonadecanol-1 284 C19H400 001454-84-8 91

Abundance Scan 1042 (13.497 min): BF090175.D (-1040) (-) m/z 83.10 100.00%

7

5000

%

13.20 13.40 13.60 13.80

139 168 189 250 279297 322

220

0 m/z 57.10 96.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #104186: 5-Octadecene, (E)-
55
83
5000 LA L L L L L L
13. 20 13. 40 13 60 13 80
29 11 m/z 55.10 86.38%

L 139 168 195 224 252

0 T II‘
m/z--> 2IO 4|0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 -M\/A,\/\___N\
Abundance
55 83
13.|20 13.I40 13.|60 13.I80
5000 m/z 69.10 83.81%
29 111

139 167 196 224

i

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #177132: 1-Heneicosy! formate R EEEmaEE S S
57 83 13.20 13.40 13.60 13.80
m/z 97.10 83.45%
5000 WV\J\\M
. | I 167 196 222 266 294 399349
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13. 20 13. 40 13 60 13 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092116\
Data File : BF090175.D

Aca On : 21 Sep 2016 22:40

Operator : UM/SJ

Sample : H4856-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092016.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 7 28-Nor-17.beta.(H)-hopane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.51 11.01 ng 381209 Perylene-di12 14.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 28-Nor-17.beta. (H)-hopane 398 C29H50 036728-72-0 58
2 _.beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 38
3 Anthracene. 9-dodecvltetradecahy... 360 C26H48 055401-75-7 38
4 2-(2-((2-Chloro-6-fluorobenzvl)s... 334 C17H16CIFN2S 1000298-18-2 35
5 2-Fluoro-4-(trifluoromethyl)benz... 226 C8H3CIF40 126917-10-0 30
Abundance Scan 1218 (15.508 min): BF090175.D (-1216) (-) m/z 191.15 100.00%
191
5000 8l \L\M
123
55 T 15120 15,40 1560 1580 "
320 383 : : : -
ol L 226245205 293 30 353 SB3I8 "m/z 81.10 45.55%
m/z--> 50 100 150 200 250 300 350 400
Abundance #211535: 28-Nor-17.beta.(H)-hopane
191
5000 R DI BRI SN BN
109 15.20 15.40 15.60 15.80
135 398 m/z 177.15 44 _.11%
L | A
0...|....““ﬁ“.“.‘.‘k.‘.”‘.ll“‘....‘ l...|..32.8.|‘...“.‘|..
m/z--> 50 100 150 200 250 300 350 400
Abundance
191
15.20 15.40 15.60 15.80
5000/ 28 m/z 95.10 42 .99%
o 95 1% “ﬂbﬁ”f\nff\/]\\v—\ap,]\L.«
e L L L L W B UL S SR W
m/z--> 50 100 150 200 250 300 350 400
Abundance #190939: Anthracene, 9-dodecyltetradecahydro- R e R RR B
95 191 15.20 15.40 15.60 15.80
m/z 123.10 32.02%
43
J 135
b ddd g o) Jomzse 200 28
m/z--> 50 100 150 200 250 300 350 400 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092116\

Data File : BF090175.D

Aca On : 21 Sep 2016 22:40

Operator : UM/SJ

Sample : H4856-08 R
Misc : =
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092016.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 8 unknownl5.85 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.85 8.93 ng 309148 Perylene-d12 14.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-i1so-Methvl ionone 206 C14H220 1000285-40-2 49
2 1-Cvclohexene. 1.3.3-trimethvl-2... 206 C14H220 1000197-08-4 38
3 2.4.5.5.8a-Pentamethvl-6.7.8.8a-... 206 C14H220 1000195-40-9 37
4 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 35
5 2-Fluoro-3-trifluoromethylbenzoi... 404 C22H32F402 1000338-52-2 27
Abundance Scan 1248 (15.851 min): BF090175.D (-1246) (-) m/z 191.20 100.00%
191
5000 % m
69 123 163 e
41
218 397 15.60 15.80 16.00 16.20
0 259 296 321 353377 /7 95 10 45 40%
m/z--> 50 100 150 200 250 300 350 400
Abundance #66096: .beta.-iso-Methyl ionone
191
5000{ 28 LB SIS B U S
15.60 15.80 16.00 16.20
g5 135 163 m/z 81.10 36.48%
|2 ]
0...,‘.“..‘.“,“‘.‘.“‘.“.‘i..‘.. ....|.... ——T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
191
' 15.60 15.80 16.00 16.20
5000{ 43 m/z 69.10 31.73%
123
149
60 %
O o e T LA e S o S B e
m/z--> 50 100 150 200 250 300 350 400
Abundance #66144: 2,4,5,5,8a-Pentamethyl-6,7,8,8a-tetrahydro-5H-chromen RS e e

191 15.60 15.80 16.00 16.20
m/z 123.10 25.65%

43

123 149
0 \“ m qgu‘ il i ‘ i L o ]

m/z--> 50 100 150 200 250 300 350 400 15. 60 15. 80 16. OO 16. 20

8270-BF092016.-M Thu Sep 22 16:36:53 2016 Page: 8



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092116\
Data File : BF090175.D

Acq On : 21 Sep 2016 22:40

Operator : UM/SJ

Sample - H4856-08

Misc :

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092016.M
Quant Title : 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._.60 16.9 ng 708987 1 6.50 836789 20.0
unknown6 .27 6.27 74.8 ng 3128870 1 6.50 836789 20.0
Tritetracontane 10.47 3.7 ng 170390 4 11.00 928104 20.0
5-Octadecene, (E)- 13.50 7.8 ng 407947 5 13.61 1038860 20.0
28-Nor-17.beta.(H... 15.51 11.0 ng 381209 6 14.94 692234 20.0
unknown15.85 15.85 8.9 ng 309148 6 14.94 692234 20.0
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