LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030816\

Data File : BF085285.D

Acq On : 9 Mar 2016 5:07

Operator : UM/SJ

3?22'6 i H1703-10 SB-42COMP(0.5-2.5
ALS Vial : 30 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 height area % max. total
1 4_550 195 198 202 rVB 80554 111878 2.57% 0.280%
2 5.179 250 253 262 rvVB 763146 1242761 28.59% 3.112%
3 5.579 285 288 290 rBV 3689741 4315831 99.28% 10.806%
4 6.584 373 376 379 rBvV 3046073 3809308 87.63% 9.537%
5 6.733 386 389 391 rBV 3853316 4346997 100.00% 10.884%
6 6.962 407 409 411 rBV 1148920 977471 22.49% 2.447%
7 7.122 420 423 425 rBV 3305082 3457799 79.54% 8.657%
8 7.522 455 458 461 rBvV 2376904 2422791 55.73% 6.066%
9 7.602 462 465 467 rVB 59221 67080 1.54% 0.168%
10 8.242 519 521 524 rBV 1353262 1232409 28.35% 3.086%

11 9.328 613 616 618 rBV 3222005 4298062 98.87% 10.761%
12 9.716 648 650 651 rBvY 370751 432470 9.95% 1.083%
13 9.933 666 669 671 rVB 88353 97214 2.24% 0.243%
14 10.002 673 675 677 rVB 1317616 1163379 26.76% 2.913%
15 10.425 711 712 714 rVB 138775 124129 2.86% 0.311%

16 10.642 729 731 735 rBV 42139 81627 1.88% 0.204%
17 10.791 741 744 746 rBV 2183540 2232492 51.36% 5.589%
18 10.905 752 754 758 rBV 106645 172907 3.98% 0.433%
19 11.351 790 793 794 rBV 79128 76146 1.75% 0.191%
20 11.488 802 805 806 rBvV 976522 1060128 24.39%% 2.654%

21 11.511 806 807 808 rvv 94971 70784 1.63% 0.177%
22 11.556 808 811 813 rvB2 37780 53065 1.22% 0.133%
23 12.002 849 850 857 rBv2 254710 388739 8.94% 0.973%
24 12.688 909 910 913 rBV 95875 142117 3.27% 0.356%
25 12.791 917 919 926 rBV 150881 191454 4._.40% 0.479%

26 12.916 926 930 933 rvv2 81122 140787 3.24% 0.352%
27 13.065 941 943 946 rVB 2433593 2474873 56.93% 6.196%
28 13.534 982 984 987 rVB 332000 396021 9.11% 0.992%
29 13.957 1019 1021 1027 rVB 313803 382076 8.79% 0.957%
30 14.117 1031 1035 1041 rBV 862759 1044488 24.03% 2.615%

31 14.505 1064 1069 1071 rBV3 25160 70203 1.61% 0.176%
32 14.597 1074 1077 1083 rVB6 45954 149047 3.43% 0.373%
33 14.871 1099 1101 1105 rBV 123753 167347 3.85% 0.419%
34 14.974 1107 1110 1116 rVB4 41180 116700 2.68% 0.292%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030816\
Data File : BF085285.D

Acq On : 9 Mar 2016 5:07

Operator : UM/SJ

Sample : H1703-10

Misc :

ALS Vial : 30 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.157 1123 1126 1130 rBV 68204 149818 3.45% 0.375%

36 15.362 1141 1144 1146 rBV3 367892 795167 18.29% 1.991%

37 15.454 1150 1152 1155 rVB 35128 51626 1.19% 0.129%
38 15.522 1155 1158 1161 rBV 48581 73495 1.69% 0.184%
39 15.580 1161 1163 1166 rBV 522349 823053 18.93% 2.061%
40 16.048 1201 1204 1207 rBV 27803 57418 1.32% 0.144%
41 16.105 1207 1209 1217 rVB6 39119 119941 2.76% 0.300%
42 16.300 1223 1226 1231 rVB5 21128 52260 1.20% 0.131%
43 16.597 1250 1252 1255 rVB 23311 45995 1.06% 0.115%
44 16.734 1262 1264 1268 rVB3 22234 48451 1.11% 0.121%
45 17.043 1287 1291 1296 rBvV2 33156 76158 1.75% 0.191%
46 17.477 1326 1329 1335 rBV 21883 62644 1.44% 0.157%
47 17.648 1341 1344 1349 rBV5 30809 74247 1.71% 0.186%
Sum of corrected areas: 39940853
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Data Path :

Data File : BF085285.D
Acq On : 9 Mar 2016
Operator : UM/SJ
Sample : H1703-10
Misc :

ALS vial : 30

LSC Report - Integrated Chromatogram

5:07

Sample Multiplier: 1

Z:\HPCHEM1I\BNA_F\DATA\BF030816\

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M

Quant Title

TIC Library :

C:\DATABASENNISTO2.L
TIC Integration Parameters: LSCINT.P

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

4.55
A

TIC: BF085285.D
5,58

5.18

/\

6.58

7.12

6.96

7.52

0
Time-->

4.50

I I
5.00 5.50 6.00

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

8.24

9.33

10.00

TIC: BF085285.D

10.79

11.49

13.07

13.53

Time-->

T
10.50

11.00 11.50 12.00

12.50

13.00

13.50

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

14.12

1558
1413160 1487915.16 (198
I

TIC: BF085285.D

189316.30 16.66.73 17.04 17.487.65

0

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\BF030816\
Data File : BF085285.D

Acq On : 9 Mar 2016 5:07

Operator : UM/SJ

Sample : H1703-10

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 1 3-Penten-2-one, 4-methyl- Concentration Rank 14

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

4_.55 2.29 ng 111878 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 86
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 72
4 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 72
5 Cyclopropane, 1,1,2,2-tetramethyl- 98 C7H14 004127-47-3 72

Abundance Scan 198 (4.550 min): BF085285.D (-195) (-) m/z 83.10 100.00%
55 83
5000
43 98
R e
420 4.40 4.60 4.80
..,....,....,...33|i'=...i-.|.:.,..‘?7.,...77.,.:..,....,.... m/z 55.10  79.46%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55 83
5000 43 S A I UL L I
29 98 4.20 4.40 4.60 4.80
m/z 98.10 35.46%
H 3%« L eL67 77 | 8 |
mz> 10 20 30 40 50 60 70 80 90 100
Abundance
83
% S A I R L I
43 4.20 4.40 4.60 4.80
5000 m/z 43.05 34.03%
29
98
38 49 62 69
mz> 10 20 30 40 50 60 70 80 90 100
Abundance #3337: 2-Pentene, 3,4-dimethyl-, (E)- B
5 83 420 4.40 4.60 4.80
m/z 39.10 23.68%
5000 a1 98
27 69
..,.%5..,...‘.‘,....‘i:‘..‘.‘?‘.‘al.,?3..‘.‘;...77.,.l..,....‘,....
m/z--> 10 20 30 40 50 60 70 80 90 100 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030816\
Data File : BF085285.D

Acq On : 9 Mar 2016 5:07

Operator : UM/SJ

Sample : H1703-10

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.18 25.43 ng 1242760 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Butane, l-ethoxy- 102 C6H140 000628-81-9 9
4 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 253 (5.179 min): BF085285.D (-250) (-) m/z 43.10 100.00%
43
59
5000
101 I U N,
480 500 520 5.40 5.60
83
..,....,....,.?.6.','.-:..?.1.~:I,...‘??....,.-...,....-,....,....,....,....,...., m/z 59.10 61.58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 AR LR R
480 500 520 5.40 5.60
m/z 101.10 24 _50%
"v"'l“'"?%'“W“"w'"'|“"|'“'|§?'w9?'}ﬁ%"v"'l“"|"“|"'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540 560
5000 M m/z 58.10 17.46%
68
50 126 142
WWWWTWWWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4330: Butane, 1-ethoxy-
59 480 500 520 5.40 5.60
31 m/z 41.05 8.75%
5000 41
73
1\5 LI 51\‘ . ‘ 87 102
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030816\
Data File : BF085285.D

Acq On : 9 Mar 2016 5:07

Operator : UM/SJ

Sample : H1703-10

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 3 unknown6.73 Concentration Rank 1

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

6.73 88.94 ng 4347000 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 25
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10
4 4-Chloro-6-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 389 (6.733 min): BF085285.D (-386) (-) m/z 132.10 100.00%
132
5000 68
6 6.40 660 6.80 7.00
40 ,, 54 75 104 : . . .
e A B e Lt s W Tm/z 68.10  36.98%
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 SRR R L R
6.40 6.60 6.80 7.00
0
31 4 Sﬁ 78 m/z 134.10 34.00%
L1 | L
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
640 660 6.80 7.00
5000 67 m/z 66.10 23.33%
41 97
53 2 117
34 60 89 105 124
wwmmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14013: 1H-Benzimidazole, 2-methyl- A mmmm e
132 6.40 6.60 6.80 7.00

m/z 96.10 15.46%

5000

63
15 28 39 52 7 90 1M 44

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030816\
Data File : BF085285.D

Acq On : 9 Mar 2016 5:07

Operator : UM/SJ

Sample : H1703-10

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 5 Heptadecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

10.42 2.13 ng 124129 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 83
3 Hexadecane 226 C16H34 000544-76-3 80
4 Tridecane 184 C13H28 000629-50-5 72
5 Pentadecane 212 C15H32 000629-62-9 72

Abundance Scan 712 (10.425 min): BF085285.D (-711) (-) m/z 57.10 100.00%

g7
43

71

5000

10.20 10.40 10.60 10.80
m/z 43.10 69.97%

9 113127 141 155

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82608: Heptadecane
57
43 71
85
5000 LA L L L L L L LB

10. 20 10. 40 10. 60 10. 80
29 99 m/z 71.10 60.47%

s 0l \mmmmmmmm 240

IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII‘II
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57
43 A ans
1 10.20 10.40 10.60 10.80
5000 o m/z 85.10 42.42%
29 141
% 113 169
=
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #73965: Hexadecane e e T
43 57 10.20 10.40 10.60 10.80
m/z 41.10 32.80%
5000 &
85
29
| “ L w 99 113127 141155 169 183197 226
N s ——— o =it Vi
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10. 20 10. 40 10. 60 10. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030816\
Data File : BF085285.D

Acq On : 9 Mar 2016 5:07

Operator : UM/SJ

Sample : H1703-10

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 7 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.00 7.33 ng 388739 Phenanthrene-d10 11.49
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 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 80
4 Undecane 156 Cl11H24 001120-21-4 18
5 Tetracontane, 3,5,24-trimethyl- 605 C43H88 055162-61-3 18
Abundance Scan 850 (12.002 min): BF085285.D (-849) (-) m/z 73.05 100.00%
5000
5 129
8 115 1 143157171185199213 ., 956 11,60 11:80 12,00 12.20 12.40

S m/z 43.10 88.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #92227: n-Hexadecanoic acid
60 73 M\J\__J
5000 LA L I L L B L L L B
11. 60 11. 80 12. OO 12 20 12. 40
m/z 60.10 82.85%
256
IL ] \ H H\ }01;}5 ?9 143157 171185 109 213 557 242 >
AR T e o e T
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
R Ra A RARRE R e
11.60 11.80 12.00 12.20 12.40
5000 - 129 m/z 57.10 71.51%
87 242
143 199
115 185
101 157171 213
A B o o e B B R RARES REEES S SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65562: Tridecanoic acid T T
43 60 73 11.60 11.80 12.00 12.20 12.40
m/z 41.10 68.44%
5000
29
129
“ T7 o 115 ‘ 7L 214
o | | uets | WS4 | SN N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. OO 12 20 12. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030816\
Data File : BF085285.D

Acq On : 9 Mar 2016 5:07

Operator : UM/SJ

Sample : H1703-10

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 8 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

12.79 3.61 ng 191454 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 91
3 Undecanoic acid 186 C11H2202 000112-37-8 83
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 Pentadecanoic acid 242 C15H3002 001002-84-2 74

Abundance Scan 919 (12.791 min): BF085285.D (-917) (-) m/z 73.10 100.00%

43 7B
5000 129

12.40 12.60 12.80 13.00 13.20
m/z 43.10 82.96%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108843: Octadecanoic acid
43 57 73
5000 129 TT T T[T T T T[T T TT TT T T[T

12.|40 12.|60 12.|8O 13.IOO 13.|20
284 m/z 60.10 78.93%

gl

14357171

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
43 e B ER
57 12.40 12.60 12.80 13.00 13.20
5000 m/z 57.10 74 _.10%
129
87 185 228
21 115 14357171 | 199
wmmﬁwmwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #46617: Undecanoic acid R A Ao
60 12.40 12.60 12.80 13.00 13.20
43 m/z 55.10 64.54%
5000
2(
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030816\
Data File : BF085285.D

Acq On : 9 Mar 2016 5:07

Operator : UM/SJ

Sample : H1703-10

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 9 3-Eicosene, (E)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.96 7.32 ng 382076 Chrysene-di2 14.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
2 Trifluoroacetic acid, n-heptadec... 324 C17H31F302 1000216-79-2 91
3 Heptafluorobutyric acid, n-penta... 424 C19H31F702 1000216-79-3 91
4 1-Hexadecanol 242 C16H340 036653-82-4 90
5 1-Octadecanol 270 C18H380 000112-92-5 87
Abundance Scan 1021 (13.957 min): BF085285.D (-1019) (-) m/z 83.10 100.00%
43 57 97

5000

:

125 EEE SRR EEEEEEEREEEEEEIE

13.60 13.80 14.00 14.20
m/z 57.10 98.31%

139153167 182 200 15230

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106400: 3-Eicosene, (E)-
43 57

3

5000

13.60 13.80 14.00 14.20
m/z 55.10 93.61%

29
125

139153167 182196210224 252 280
e e

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

E

43

57 UL AR ARES &
13.I60 13.I80 14.|00 14.|20 I
5000 m/z 97.10 87.51%

83
97

1
125140155 182 210

www’mmwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #160783: Heptafluorobutyric acid, n-pentadecy! ester T R EEE e
43 13.60 13.80 14.00 14.20
57 m/z 43.10 85.21%

:

5000

111

3

125 140154 169
T T L L L L B O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. 60 13. 80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030816\
Data File : BF085285.D

Acq On : 9 Mar 2016 5:07

Operator : UM/SJ

Sample : H1703-10

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 11 9-Octadecenamide, (Z)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.87 4.07 ng 167347 Perylene-di12 15.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide, (2)- 281 C18H35NO0 000301-02-0 72
2 Octadecanamide 283 C18H37NO 000124-26-5 50
3 Hexadecanamide 255 C16H33NO 000629-54-9 50
4 Tetradecanamide 227 C14H29NO 000638-58-4 46
5 Dodecanamide 199 C12H25N0 001120-16-7 43
Abundance Scan 1101 (14.871 min): BF085285.D (-1099) (-) m/z 59.10 100.00%
50
5000 ﬁt\
LUl e e 450 1480 15,00 1520
142 170 209 : : : .
...,....-,!..!|. 192 22203283301 | sz 72.10  74.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #106877: 9-Octadecenamide, (2)-
59
5000 L SIS S I IR
41 14.60 14.80 15.00 15.20
“ g3 08 126 - m/z 55.10 55.58%
Illlllllll”\l‘ ‘\‘u‘ H\‘ h\‘\ u\‘\\ “l||‘k|:|I-|5|4]|-|6|9|1§?|1|99|”|22|2n2|38|n|2§|4|||‘|||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
59
1460 14.80 15.00 15.20
5000 m/z 69.10 32.21%
43
27 86101 128 156 184 212 240255 283
mmmﬁwwwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #91513: Hexadecanamide B A RRREE R
59 14.60 14.80 15.00 15.20
m/z 43.10 30.71%
- »JL\/\/\M\
h J o 86 114 g4 170 195212227 255

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.60 14. 80 15. OO 15 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030816\
Data File : BF085285.D

Acq On : 9 Mar 2016 5:07

Operator : UM/SJ

Sample : H1703-10

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 12 unknownl4.97 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14 .97 2.84 ng 116700 Perylene-d12 15.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopropanecarboxylic acid, 2-m... 176 C11H1202 026065-44-1 43
2 Cyclopropanecarboxylic acid, ben... 176 C11H1202 020121-75-9 37
3 Cyclopropyl,cyclopropyl-2-(2-fur... 176 C11H1202 1000222-13-9 37
4 1-Propyne, 3-(2-bromoethoxy)- 162 C5H7BroO 018668-74-1 25
5 2-Butenoic acid, 4-methylphenyl ... 176 C11H1202 041873-74-9 9
Abundance Scan 1110 (14.974 min): BF085285.D (-1107) (-) m/z 69.10 100.00%
69
5000 ,\F/\\VVJV_JA\j\x—x/\J\AANxAA
254 L L B SR U
4|1 915 i134 176 205228 " 283 . 460 14.60 14.80 15.00 15.20
BN TR m/z 81.10 56.95%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #39810: Cyclopropanecarboxylic acid, 2-methylpheny! ester
69
41
5000 R SN SR U
14.60 14.80 15.00 15.20
176 m/z 254.10 18.23%
| 1?8
| A T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
69
14.60 14.80 15.00 15.20
5000 m/z 95.10 16.88%
41
104 176
mz-> 50 100 150 200 250 300 350 400 450
Abundance #39785: Cyclopropyl,cyclopropyl-2-(2-furyl)ketone R AR L
69 14.60 14.80 15.00 15.20
m/z 134.10 15.58%
5000, 1
'k'W“‘};I""H""I""I""I""I""I""I"
m/z--> 50 100 150 200 250 300 350 400 450 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030816\
Data File : BF085285.D

Acq On : 9 Mar 2016 5:07

Operator : UM/SJ

Sample : H1703-10

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 14 unknownl5.36 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.36 19.32 ng 795167 Perylene-d12 15.59
Hit# of 2 Tentative ID MW  MolForm CAS# Qual
1 4H-1,2-Diazepine, 3,7-bis(p-brom... 523 C23H15Br2N302 025649-80-3 38
2 1,5-Bis[3,4-dichlorophenyl]-2,5-._. 538 C27H18CI14N4 1000212-73-4 9
Abundance Scan 1144 (15.362 min): BF085285.D (-1141) (-) m/z 350.70 100.00%
3581
8000 268
464 523
6000 239 308425
(196 AR AR AR A
4000 15.00 15.20 15.40 15.60
m/z 344.00 92.87%
2000
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #169945: 4H-1,2-Diazepine, 3,7-bis(p-bromophenyl)-5-(p-nit...
344 N T E S —
15.00 15.20 15.40 15.60
8000 m/z 343.40 84.23%
525
6000 217
102
4000 189
75 296
145 497 e,
20001 o9 15.00 15.20 1540 15.60
Wt 2 | L | /2 344.80  84.06%
|J‘l‘u“u‘u‘lJ:“:‘l‘“l‘l‘u“u‘uwu‘lm| ‘ I I‘\Ill\l‘\llh I\I .‘l““““l. |||||||‘=|“i||‘||||
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
525
8000
5000 15.00 15.20 15.40 15.60
s m/z 268.10 77 .56%
109
4000 270
41
2000 75 234
188 308 342 377
453 488
m/z--> 5'0 1(')0 1&1;0 2(')0 250 3(')0 3&'30 4(')0 4&1;0 5(')0 5&1;0 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030816\
Data File : BF085285.D

Acq On : 9 Mar 2016 5:07

Operator : UM/SJ

Sample : H1703-10

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 15 Z-5-Nonadecene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.11 2.91 ng 119941 Perylene-di12 15.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Z-5-Nonadecene 266 C19H38 1000131-11-8 76
2 Trifluoroacetic acid, n-octadecy... 366 C20H37F302 079392-43-1 74
3 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 74
4 1-Nonadecene 266 C19H38 018435-45-5 68
5 1-Hexacosanol 382 C26H540 000506-52-5 64
Abundance Scan 1209 (16.105 min): BF085285.D (-1207) (-) m/z 57.10 100.00%

7 83

5000 4

r

29 152 178 232 266283 LB L L B L L L
28 326 15.80 16.00 16.20 16.40

m/z 83.10 89.57%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #98172: Z-5-Nonadecene
83

%

15.80 16.00 16.20 16.40
266 m/z 43.10 89.31%

5000

139

168 194210 238

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

i

43

69 15.80 16.00 16.20 16.40

5000 m/z 55.10 83.23%
97

125

Ik

154 183 224 252
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #164553: Heptafluorobutanoic acid, heptadecy! ester A BEmEE B B
57 15.80 16.00 16.20 16.40
a3 m/z 69.10 81.46%
0% 4 \N\NMJM
2l
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15. 80 16 00 16 20 16 40

8270-BF030316.M Wed Mar 09 17:05:08 2016 Page: 14



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030816\
Data File : BF085285.D

Acq On : 9 Mar 2016 5:07

Operator : UM/SJ

Sample : H1703-10

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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... 4.55 2.3 ng 111878 1 6.96 977471 20.0
2-Pentanone, 4-hy... 5.18 25.4 ng 1242760 1 6.96 977471 20.0
unknown6.73 6.73 88.9 ng 4347000 1 6.96 977471 20.0
Heptadecane 10.42 2.1 ng 124129 3 10.00 1163380 20.0
n-Hexadecanoic acid 12.00 7.3 ng 388739 4 11.49 1060130 20.0
Octadecanoic acid 12.79 3.6 ng 191454 4 11.49 1060130 20.0
3-Eicosene, (E)- 13.96 7.3 ng 382076 5 14.12 1044490 20.0
9-Octadecenamide, ... 14.87 4.1 ng 167347 6 15.59 823053 20.0
unknownl14 .97 14.97 2.8 ng 116700 6 15.59 823053 20.0
unknown15.36 15.36 19.3 ng 795167 6 15.59 823053 20.0
Z-5-Nonadecene 16.11 2.9 ng 119941 6 15.59 823053 20.0
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