LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\

Data File : BF081417.D

Aca On : 4 Sep 2015 12:32 Instrument :
Operator : UM/1Z BNA_F

Sample - G3491-01 ClientSampleld :
Misc - FK-EF-01-004-ABCD
ALS Vial : 38 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-BF090115.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 3.541 169 171 178 rBB 17928 35385 1.72% 0.188%
2 4.364 240 243 245 rBV 29318 43931 2.13% 0.233%
3 4.421 245 248 263 rVB 697113 1494339 72.55% 7.938%
4 4.924 290 292 295 rBVY 1825119 2059643 100.00% 10.941%
5 5.347 327 329 332 rBV 28925 26806 1.30% 0.142%
6 6.044 387 390 392 rBVY 1900382 2041095 99.10% 10.842%
7 6.136 396 398 401 rVV 1792257 2038484 98.97% 10.828%
8 6.364 416 418 421 rVB 355189 339893 16.50% 1.805%
9 6.524 429 432 434 rBVY 1722070 1498793 72.77% 7.961%
10 6.947 466 469 471 rBV 1311388 1306423 63.43% 6.940%
11 7.096 479 482 484 rBV 19633 21348 1.04% 0.113%

12 7.656 529 531 534 rBV 512520 445269 21.62% 2.365%
13 8.742 623 626 629 rBVY 2017003 1819087 88.32% 9.663%
14 9.142 659 661 664 rBvY 244732 230751 11.20% 1.226%
15 9.393 681 683 685 rvB 342780 413852 20.09% 2.198%

16 10.182 749 752 755 rBV 1248250 1211962 58.84% 6.438%

17 10.331 763 765 768 rBV 32596 38804 1.88% 0.206%
18 10.776 802 804 805 rBvV 29588 24759 1.20% 0.132%
19 10.868 809 812 815 rBV 328000 481643 23.38% 2.558%
20 10.936 815 818 824 rVB 27086 36178 1.76% 0.192%
21 11.131 834 835 839 rBvV 19466 26641 1.29% 0.142%
22 11.199 839 841 844 rVB 26896 22612 1.10% 0.120%

23 11.439 860 862 864 rBvV 126265 135106 6.56% 0.718%
24 12.056 914 916 918 rBV 146694 124722 6.06% 0.663%
25 12.274 933 935 939 rBvV2 95543 141161 6.85% 0.750%

26 12.445 948 950 953 rBV 1317985 1257748 61.07% 6.681%
27 12.616 960 965 967 rBvV2 13494 23647 1.15% 0.126%
28 13.005 996 999 1000 rBV 26531 27749 1.35% 0.147%
29 13.371 1028 1031 1037 rBV 125230 196833 9.56% 1.046%
30 13.462 1037 1039 1044 rVV2 246096 428925 20.83% 2.278%

31 13.691 1056 1059 1062 rBvV4 15005 34574 1.68% 0.184%
32 13.999 1084 1086 1089 rVB 24371 33478 1.63% 0.178%
33 14.342 1115 1116 1120 rVB 60348 65140 3.16% 0.346%

34 14.457 1123 1126 1130 rVV 57897 124441 6.04% 0.661%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\

Data File : BF081417.D

Aca On : 4 Sep 2015 12:32

Operator : UM/I1Z

3?22'6 i G3491-01 FK-EF-01-004-ABCD
ALS Vial : 38 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-BF090115.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.594 1134 1138 1140 rVV3 20266 68352 3.32% 0.363%
36 14.685 1144 1146 1148 rVV 46270 56703 2.75% 0.301%
37 14.731 1148 1150 1152 rVV 39985 47152 2.29% 0.250%
38 14.777 1152 1154 1158 rVV 222081 266644 12.95% 1.416%
39 15.177 1187 1189 1191 rBV2 25236 45369 2.20% 0.241%
40 15.611 1225 1227 1232 rVB4 29065 59029 2.87% 0.314%
41 16.034 1262 1264 1266 rBV2 20117 31227 1.52% 0.166%

Sum of corrected areas: 18825698
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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\BF090315\

BF081417.D

4 Sep 2015 12:32

umzi1z

63491-01 FK-EF-01-004-ABCD
38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
2000000

1500000

1000000

500000

TIC: BF081417.D
6.04

4.92 6.14

6.52

6.95

4.42

7.66
6.36

3.54 4. 5.35 | 7.10

0

Time-->

A
LI R B B B B T T T

I
4.50 5.00 5.50

2.00 2.50

T
3.00 3.50 4.00

6.00 6.50 7.00

7.50 8.00

Abundance
2000000

1500000

1000000

500000

TIC: BF081417.D

8|74

12.45
10.18

9.39
9.14

14.78
1413444l

10.87 13.46

13.
12.62 13.01 13.69 14.00

11.44 12.065 57

10.78.9411.20

Ao

10.33

Ol

Time-->

8.50

13.00 13.50 14.00 14.50

A
LN S B N R B B

10.00 10.50

11.00 11.50 12.00 12.50

9.50

9.00

Abundance
2000000

1500000

1000000

500000

15.

TIC: BF081417.D

18 1561 16.03

O
Time--> 15.00

19.50 20.00

18.00

18.50 19.00

16.50 17.00 17.50

15.50

16.00

20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\

Data File : BF081417.D

Aca On : 4 Sep 2015 12:32

Operator : UM/I1Z

ﬁ?ggle i G3491-01 FK-EF-01-004-ABCD
ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 3-Penten-2-one, 4-methyl- Concentration Rank 12

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

3.54 2.08 ng 35385 1,4-Dichlorobenzene-d4 6.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 90
2 3.4-Dimethvl-2-pentene(c.t) 98 C7H14 1000118-16-5 83
3 2-Pentene. 4.4-dimethvl-. (BE)- 98 C7H14 000690-08-4 83
4 Cvclopropane. 1.1.2.3-tetramethvl- 98 C7H14 074752-93-5 78
5 3-Hexen-2-one 98 C6H100 000763-93-9 78

Abundance Scan 171 (3.541 min): BF081417.D (-169) (-) m/z 55.10 100.00%
55
83
5000 43
98 AR AR SRS AR

3.20 3.40 3.60 3.80
SRR ENMRS S M RN MMM N m/z 83.10 75.05%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55 83
5000 43 LI L L L L L L L L LB
29 98 3.20 3.40 3.60 3.80

m/z 43.00 39.96%

61 67 77 89

I |

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
55
Emmma s e ARma
83 3.20 3.40 3.60 3.80
5000 41 m/z 39.10 24 .95%
27 08
15 49 63 O 77
I B e B B e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3338: 2-Pentene, 4,4-dimethyl-, (E)- Emmmaa e e RREma
55 83 3.20 3.40 3.60 3.80
m/z 98.10 24 .52%
5000 41
7 98
15 67
S S T 1 N IO PRI P £ A PN N SN IR S —
m/z--> 10 20 30 40 50 60 70 80 90 100 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\

Data File : BF081417.D

Aca On : 4 Sep 2015 12:32

Operator : UM/I1Z

ﬁ?ggle i G3491-01 FK-EF-01-004-ABCD
ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.42 87.93 ng 1494340 1,4-Dichlorobenzene-d4 6.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 42
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 248 (4.421 min): BF081417.D (-245) (-) m/z 43.10 100.00%
43
59
5000
101 [T
4.00 420 4.40 4.60 4.80
e 30l Sl 6o 88 | 59,10 57.81%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 NSRS SRR S
4.00 420 4.40 4.60 4.80
m/z 101.10 15.04%
15 31 101
| 25 7 37 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
400 420 440 460 4.80
5000 m/z 58.10 14 .89%
41
29 101
53 73 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- R B L
59 4.00 420 4.40 4.60 4.80
m/z 41.10 8.92%
5000 41
31
| .
"'I'}é'l"'hl "'Jiﬁ"'l??uk"' "i""l""l'"g?l""l' SRR ARABE AR R
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.00 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\

Data File : BF081417.D

Aca On : 4 Sep 2015 12:32

Operator : UM/I1Z

ﬁ?ggle i G3491-01 FK-EF-01-004-ABCD
ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 unknown6.14 Concentration Rank 1

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

6.14 119.95 ng 2038480 1,4-Dichlorobenzene-d4 6.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 25
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 2-Cvclohexen-1-one 96 C6H80 000930-68-7 10
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10

Abundance Scan 398 (6.136 min): BF081417.D (-396) (-) m/z 132.10 100.00%
132
5000 e8
75 0 ‘ 580 6.00 6.20 640
104 . ) . .
..,....,....,...!,“.'.‘.‘? " ~oh '|....,..5.‘.7,....,....,.1.1:‘3.,...., - m/z 68.10 51.69%
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
5000 AR SN A AR
5.80 6.00 6.20 6.40
78 m/z 66.10 34.87%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
580 6.00 620 640
5000 m/z 134.10 32.59%

15 28 39 52 8 77 00 104
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #13679: 5-Fluoro-2-chloropyrimidine e REEREEEEEE B

132 5.80 6.00 6.20 6.40

m/z 69.10 20.82%
5000
33 44 o g7 105
78

RAEa B R ARASRa s B E e o e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\

Data File : BF081417.D

Aca On : 4 Sep 2015 12:32

Operator : UM/I1Z

ﬁ?ggle i G3491-01 FK-EF-01-004-ABCD
ALS Vial : 38 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.44 5.61 ng 135106 Phenanthrene-d10 10.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 Tridecanoic acid 214 C13H2602 000638-53-9 80
4 Undecanoic acid 186 C11H2202 000112-37-8 72
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64
Abundance Scan 862 (11.439 min): BF081417.D (-860) (-) m/z 43.10 100.00%
4 60 73
5000
143157171 "' 1120 11.40 11.60 11.80
e e m/z 60.00 94 .39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 4
5000 L BRI UL UL B
nmnmnmnm
m/z 73.00 87 .85%
Hm“m@%wmmmmmmwmﬁ
m/z--> 25 Jo 60 80 100 150 150 1éo 1éo 260 220 250 260
Abundance
43 60 73
- "' 1120 11140 11.60 11.80
5000 m/z 57.10 86.73%
129 242
®" 101115 | 143157171165 19 13006
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65566: Tridecanoic acid e
60 78 11.20 11.40 11.60 11.80
m/z 55.10 79.28%
43
5000
129
29 ‘ 115 11 214
185
15“""""\””'\‘ ‘ T”fhlllllllllllll ||‘|||||1|98|||| e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.20 11.40 11. 60 11. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081417.D

Aca On : 4 Sep 2015 12:32

Operator : UM/I1Z

Sample : 6G3491-01

Misc :

ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library :

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1-Docosene

Concentration Rank 4

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

13.37 9.18 ng 196833 Chrysene-di12 13.47

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 94
2 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
4 3-Chloropropionic acid. heptadec... 346 C20H39CI02 1000283-05-1 91
5 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 87

m/z 57.10 100.00%

-

13.00 13.20 13.40 13.60

Abundance Scan 1031 (13.371 min): BF081417.D (-1028) (-)
57
83
41
5000
TTT I TTT III T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #121981: 1-Docosene

55

m/z 43.10 93.33%

:

I T T I
13.00 13.20 13.40 13.60

m/z 55.10 93.28%

-

13.00 13.20 13.40 13.60

m/z-->

5000
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43
83
5000
111
68
27
139154 182 210
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #152927: Trichloroacetic acid, hexadecy! ester
69
5000

125

153168 196 224

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

m/z 83.10 63.97%

-

13.00 13.20 13.40 13.60

m/z 97.10 57 .59%

:

I T T I
13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\

Data File : BF081417.D

Aca On : 4 Sep 2015 12:32

Operator : UM/I1Z

ﬁ?ggle i G3491-01 FK-EF-01-004-ABCD
ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 1,5,9-Undecatriene, 2,6,10-... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .34 4.89 ng 65140 Perylene-d12 14.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.5.9-Undecatriene. 2.6.10-trime... 192 C14H24 062951-96-6 80
2 Saualene 410 C30H50 007683-64-9 72
3 2.6.10-Dodecatrien-1-ol. 3.7.11-... 222 C15H260 004602-84-0 64
4 4.8.12-Tetradecatrienal. 5.9.13-... 248 C17H280 066408-55-7 64
5 2,6-Octadiene, 2,6-dimethyl- 138 C10H18 002792-39-4 64
Abundance Scan 1116 (14.342 min): BF081417.D (-1115) (-) m/z 69.10 100.00%
6o
5000
41 AA/L
RN UL UL B I
121 149  19p 14.00 14.20 14.40 14.60
- --ill-...1....,2.1?2.3?2‘?1... | m/z 81.10 49.28%
m/z--> 50 100 150 200 250 300 350 400
Abundance #50585: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)-
69
41
5000 L SRR BURBLILE B UL
14. oo 14 20 14.40 14.60
o5 m/z 41.10 32.58%
123
---‘.‘H ‘H | ‘1‘:9.%7.7. e
m/z--> 100 150 200 250 300 350 400
Abundance
69
14.00 14.20 14.40 1460
5000 m/z 95.10 14 .88%
1 W
95 137
117 | 163 191 217 245 273 299 341 367 410
m/z--> 56 100 1%0 200 250 300 350 460
Abundance #70983: 2,6,10-Dodecatrien-1-ol, 3,7,11-trimethyl- R R Bmman
M 69 14.00 14.20 14.40 14.60
m/z 68.10 14 .15%
5000
93
.d Ulmﬁi‘pjhlﬁ ﬁ%ﬂ 16% 86 222 B Wy
m/z--> 50 100 150 200 250 300 350 400 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\

Data File : BF081417.D

Aca On : 4 Sep 2015 12:32

Operator : UM/I1Z

ﬁ?ggle i G3491-01 FK-EF-01-004-ABCD
ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 10 unknownl15.18 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.18 3.40 ng 45369 Perylene-d12 14.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.3(1H)-Dihvdro-7-methvlthio-9-c... 231 C13H13NOS 1000257-08-5 22
2 8-Hvdroxv-2.2-dimethvl-dec-5-en-... 198 C12H2202 1000193-60-0 22
3 Pvridine. 3.4-diphenvl- 231 C17H13N 005216-04-6 22
4 10H-Phenothiazine. 5.5-dioxide 231 C12H9NO2S 001209-66-1 18
5 Phosphinic acid, diphenyl-, meth... 232 C13H1302P 001706-90-7 14
Abundance Scan 1189 (15.177 min): BF081417.D (-1187) (-) m/z 57.10 100.00%

231
5000

247253 283 14.80 15.00 15.20 15.40
m/z 43.10 59.07%

113 132 150464 183 202217

9

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #76848: 2,3(1H)-Dihydro-7-methylthio-9-cyclopenta[b]quinolino

o

5000 E E  RARRERRRRES
14.80 15.00 15.20 15.40

185 216 m/z 231.15 53.44%

45 63 84 101'P109 154171 ﬁ 202 |

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

Abundance
57
R R
14.80 15.00 15.20 15.40
5000 m/z 41.10 39.54%
41 85
27 71 99 123 140154 169 198
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #76968: Pyridine, 3,4-diphenyl- A REaRE RS RS
231 14.80 15.00 15.20 15.40
m/z 85.10 38.69%
5000
202
51 8gl0us | 216
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14. 80 15. 00 15. 20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\

Data File : BF081417.D

Aca On : 4 Sep 2015 12:32

Operator : UM/I1Z

ﬁ?ggle i G3491-01 FK-EF-01-004-ABCD
ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 unknownl5.61 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.61 4.43 ng 59029 Perylene-d12 14.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Hvdroxv-2.5.8-auinoline trione 191 C9H5N0O4 015544-54-4 38
2 .beta.-i1so-Methyl i1onone 206 C14H220 1000285-40-2 38
3 1-Cvclohexene. 1.3.3-trimethvl-2... 206 C14H220 1000197-08-4 38
4 Spirol4-oxatricvclol5.3.0.0(2.6)... 276 C18H2802 1000156-82-9 37
5 2,4,5,5,8a-Pentamethyl-6,7,8,8a-... 206 C14H220 1000195-40-9 35
Abundance Scan 1227 (15.611 min): BF081417.D (-1225) (-) m/z 191.15 100.00%
191

5000

15.20 15.40 15.60 15.80 16.00
m/z 81.10 56.60%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #49989: 7-Hydroxy-2,5,8-quinoline trione
191

5000 L e
135 1520 1540 15.60 15.80 16.00
52 107 163
5 122

79 94 m/z 95.10 44 .56%

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

Abundance
191
R B R R
15.20 15.40 15.60 15.80 16.00
5000/ 28 m/z 69.10 39.21%
43 o5 135 163
69 149
T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #60261: 1-Cyclohexene, 1,3,3-trimethyl-2-(1-methylbut-1-en.. A RREEE RS E ST
191 15.20 15.40 15.60 15.80 16.00
m/z 109.10 33.49%
5000 43
123
79 107 ‘ 149 206
T80 A N [ F—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15 20 15. 40 15. 60 15. 80 16. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\

Data File : BF081417.D

Aca On : 4 Sep 2015 12:32

Operator : UM/I1Z

ﬁ?ggle i G3491-01 FK-EF-01-004-ABCD
ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 unknownl16.03 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.03 2.34 ng 31227 Perylene-di12 14.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 OQuinoxaline. 6-(3-nitrobenzvlide... 278 C15H10N402 302800-55-1 11
2 Fenthion 278 C10H1503PS2 000055-38-9 11
3 OQuinazolin-4(3H)-one. 2-12-(Chvdr... 278 C17H14N202 050830-07-4 11
4 T4.5"-Bipvrimidinel-2.2".4" .6(1H... 278 C12H14N404 062880-87-9 11
5 Aspidospermidine, 1,2,6,7-tetrad... 278 C19H22N2 032975-46-5 10
Abundance Scan 1264 (16.034 min): BF081417.D (-1262) (-) m/z 55.10 100.00%
4 108 150
5000 122136 169 215209
245 R SUNLR SR UL B

15.80 16.00 16.20 16.40
m/z 43.10 93.38%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105006: Quinoxaline, 6-(3-nitrobenzylidenamino)-

278

75

15.I8O 16.IOO 16.I20 16.I40
m/z 278.10  75.28%

5000

miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
278
15.80 16.00 16.20 16.40
5000 m/z 83.10 71.04%
109125
47 79 93 153 169
16 5, %/ 63 184200 216231245 263

Wmmmmmwrm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105155: Quinazolin-4(3H)-one, 2-[2-(hydroxyphenyl)ethenyl... R B B B
278 15.80 16.00 16.20 16.40

m/z 191.15 66 .29%

5000

T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090315\

Data File : BF081417.D

Acq On : 4 Sep 2015 12:32

Operator : UM/1Z

3?22'6 i 63491-01 FK-EF-01-004-ABCD
ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_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]
3-Penten-2-one, 4... 3.54 2.1 ng 35385 1 6.36 339893 20.0
2-Pentanone, 4-hy... 4.42 87.9 ng 1494340 1 6.36 339893 20.0
unknown6 .14 6.14 120.0 ng 2038480 1 6.36 339893 20.0
n-Hexadecanoic acid 11.44 5.6 ng 135106 4 10.87 481643 20.0
1-Docosene 13.37 9.2 ng 196833 5 13.47 428925 20.0
1,5,9-Undecatrien... 14.34 4.9 ng 65140 6 14.78 266644 20.0
unknownl15.18 15.18 3.4 ng 45369 6 14.78 266644 20.0
unknownl15.61 15.61 4.4 ng 59029 6 14.78 266644 20.0
unknownl16.03 16.03 2.3 ng 31227 6 14.78 266644 20.0
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