LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061516\

Data File : BF088045.D

Aca On : 15 Jun 2016 20:37 Instrument :

Operator : UM/SJ ?:'l\:gﬁ't:Sam ol

3‘?”‘0'6 : H3609-04 181-04-SE-0%142016
isc :

ALS Vial : 7 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 6 9 18 rvVB2 365953 764011 30.91% 3.075%
2 1.815 18 20 32 rvvV 1459062 2471452 100.00% 9.947%
3 1.964 32 33 43 rVB 50238 106783 4.32% 0.430%
4 2.158 48 50 67 rvB2 31147 95943 3.88% 0.386%
5 2.593 85 88 95 rvB 76047 120900 4 .89% 0.487%
6 4.913 289 291 300 rBV 106831 151505 6.13% 0.610%
7 5.336 325 328 330 rBVY 1998757 2054515 83.13% 8.269%
8 6.205 400 404 409 rBV 31671 40539 1.64% 0.163%
9 6.387 417 420 422 rBV 1908753 2142717 86.70% 8.624%
10 6.513 428 431 433 rBY 2135718 2276374 92.11% 9.162%

11 6.742 449 451 453 rBvY 727003 598211 24.20% 2.408%
12 6.902 462 465 467 rBV 1816071 1937962 78.41% 7.800%
13 7.313 498 501 503 rBV 1441147 1569136 63.49% 6.315%
14 7.782 539 542 544 rBV 29867 30910 1.25% 0.124%
15 8.033 561 564 566 rBV 603419 754842 30.54% 3.038%

16 9.108 655 658 661 rBY 2516989 2359690 95.48% 9.497%
17 9.508 690 693 695 rBvV 391077 399186 16.15% 1.607%

18 9.725 708 712 714 rBV 48110 46693 1.89% 0.188%
19 9.782 714 717 719 rVB 916173 823472 33.32% 3.314%
20 10.216 754 755 757 rVB 54556 55205 2.23% 0.222%
21 10.445 771 775 778 rBV 20755 39298 1.59% 0.158%
22 10.571 783 786 788 rBV 1150818 1276658 51.66% 5.138%
23 10.696 795 797 801 rBV 57562 92333 3.74% 0.372%
24 11.142 834 836 837 rBV 45046 46540 1.88% 0.187%
25 11.256 844 846 849 rVB 765189 670974 27.15% 2.700%
26 11.805 892 894 898 rBvV 81895 91557 3.70% 0.368%
27 12.582 960 962 969 rBV 35091 73871 2.99% 0.297%
28 12.845 982 985 987 rBV 1851587 1743808 70.56% 7.018%
29 13.325 1024 1027 1030 rBV 50632 60246 2.44% 0.242%

30 13.748 1062 1064 1074 rBV 89253 226898 9.18% 0.913%

31 13.885 1074 1076 1079 rVvVv 498983 580549 23.49% 2.337%
32 14.388 1117 1120 1125 rBV5 36330 105303 4._.26% 0.424%
33 14.685 1142 1146 1147 rBV3 11663 28579 1.16% 0.115%
34 15.028 1174 1176 1179 rBvV4 11738 27762 1.12% 0.112%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061516\

Data File : BF088045.D

Aca On : 15 Jun 2016 20:37

Operator : UM/SJ

3?22'6 i H3609-04 181-04-SE-06142016
ALS Vial : 7 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-BF060716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.291 1196 1199 1206 rVB 452029 609407 24.66% 2.453%

36 15.405 1208 1209 1214 rVB4 21242 41900 1.70% 0.169%
37 15.497 1214 1217 1218 rBV3 15759 30924 1.25% 0.124%
38 15.577 1223 1224 1230 rVB6 22509 69562 2.81% 0.280%
39 15.714 1234 1236 1238 rBV2 13333 27214 1.10% 0.110%
40 15.760 1238 1240 1243 rBV3 16300 34193 1.38% 0.138%
41 15.920 1252 1254 1258 rVB3 36142 62874 2.54% 0.253%
42 16.308 1285 1288 1295 rVB4 31978 63149 2.56% 0.254%
43 16.823 1330 1333 1336 rBvV3 18910 43037 1.74% 0.173%
Sum of corrected areas: 24846682
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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\BF061516\

BF088045.D

15 Jun 2016 20:37

UM/SsJ

H3609-04

7 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

181-04-SE-06142016

Abundance

2500000
2000000
1500000

1000000

500000

1.82

TIC: BF088045.D

5.34

4.91

6.20

6.51
6.39

6.90

7.31

6.74

0
Time-->

4.00

T T
4.50 5.00 5.50

6.00

T
6.50

AOR5556,
2000000
1500000
1000000

500000

0

7.78

TIC: BF088045.D
11

10.57

9.78
11.26

8.03

11.1

A

9.

18\.2210.441&9.\70

11.81

12.58

el

12.85

13.33

AN
LN B B B B B S

Time-->

A
LI B LI B

10.00

10.50 11.00

8.50

9.50

T
8.00

11.50

12.00

12.50

13.00

Abundance
2500000

2000000

1500000

1000000

500000

13.7

13.89

TIC: BF088045.D

15.29

14.39 14.69 15.03 |{514156H857765.92 16.31 16.82

Time-->

16.00 16.50 17.00

14.00 14.50

15.00 15.50

17.50

18.00

18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061516\

Data File : BF088045.D

Aca On : 15 Jun 2016 20:37

Operator : UM/SJ

ﬁ?ggle i H3609-04 181-04-SE-06142016
ALS Vial : 7 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 Heptane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
2.16 3.21 ng 95943 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane 100 C7H16 000142-82-5 91
2 Hexane. 3-methvl- 100 C7H16 000589-34-4 40
3 Oxalic acid. isobutvl pentvl ester 216 C11H2004 1000309-37-0 39
4 Oxetane. 2-propvl- 100 C6H120 004468-64-8 38
5 Oxalic acid, pentyl propyl ester 202 C10H1804 1000309-25-7 28
Abundance Scan 50 (2.158 min): BF088045.D (-48) (-) m/z 43.10 100.00%
a3
57 o1
5000
100 SRS NN RS B

|| | 1.80 2.00 2.20 2.40
T P e || M/Z 57100 59.73%

00—
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #3973: Heptane
43
57
5000 71 ||||||||||||||||||||

1.80 2.00 2.20 2.40
29 m/z 41.05 57.86%

100
‘ | W 85
O~ T T
m/z--> 20 40 60 80 100 120 140 160
Abundance
43

1.80 2.00 2.20 2.40

(@B

5000 29 57 71 m/z 71.10 54 _.74%
1 15 85 100 A
L L L L L B B SN L U
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #73873: Oxalic acid, isobutyl pentyl ester R e A T
43  5f 180 200 220 2.40

m/z 56.10 30.28%

5000 71
29

87 103 115 131 161

0 .,....,....,....,... &7 03 15 131 161 N

m/z--> 0 20 60 80 100 120 140 160 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061516\
Data File : BF088045.D

Aca On : 15 Jun 2016 20:37

Operator : UM/SJ

Sample : H3609-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 1,3-Dioxolane, 2,2,4-trimet... Concentration Rank 7

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

2.59 4.04 ng 120900 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Dioxolane. 2.2.4-trimethvl- 116 C6H1202 001193-11-9 90
2 1.3-Dioxane. 4-methvl- 102 C5H1002 001120-97-4 80
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
4 2-Buten-1-ol. acetate 114 C6H1002 000628-08-0 12
5 1-Methoxy-2-propyl acetate 132 C6H1203 000108-65-6 12

Abundance Scan 88 (2.593 min): BF088045.D (-85) (-) m/z 43.10 100.00%
43
101
5000
72 L -~ HA-—
| 49 59 36 2.20 2.40 2.60 2.80 3.00
ot e e e e e e e m/z 101.10 58.46Y%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8171: 1,3-Dioxolane, 2,2,4-trimethyl-
43
5000 101 BN RRE RE RR
2.20 2.40 2.60 2.80 3.00
. 72 m/z 42.10 23.64%
0 5 29 | 86 92 115
S I R R AL R AR RS AR SERA RS
m/z--> 10 40 50 70 80 90 100 110 120
Abundance
43
101 220 240 2.60 2.80 3.00
5000 29 55 m/z 72.10 21.75%
72
87
i 37 |49 61
e S I R R AU R RS AR AR ARRN BERR L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4035: 2,3-Butanedione, monooxime et
43 2.20 2.40 2.60 2.80 3.00
m/z 41.10 19.72%
5000
101
15 58
0 \ 28 37\“ 51 | 69 84 .
m/z--> 10 2 x 40 50 60 70 8 90 1(')0 110 120 220 240 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061516\

Data File : BF088045.D

Aca On : 15 Jun 2016 20:37

Operator : UM/SJ

ﬁ?ggle i H3609-04 181-04-SE-06142016
ALS Vial : 7 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 6 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

4.91 5.07 ng 151505 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 291 (4.913 min): BF088045.D (-289) (-) m/z 43.10 100.00%
43
59
5000
T 250 40 500 520
83 : : : :
o...,....,....,....','::..‘??.':I,....,....,.~...,...:,|....,....,....,....,...., m/z 59.10 61.01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 RN SR LR AR
4.60 4.80 5.00 5.20
59 101 m/z 101.10 21.70%
0 s s | e 8
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
- 460 480 500 520
5000 m/z 58.10 17.17%
29 101
o 2 7383
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 a e AR mamas m L
50 4.60 4.80 5.00 5.20
m/z 41.10 9.16%
5000 41
68
0 Il 50 | 126 14
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061516\

Data File : BF088045.D

Aca On : 15 Jun 2016 20:37

Operator : UM/SJ

ﬁ?ggle i H3609-04 181-04-SE-06142016
ALS Vial : 7 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 unknown6.51 Concentration Rank 2

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

6.51 76.11 ng 2276370 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Xenon 132 Xe 007440-63-3 9
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 431 (6.513 min): BF088045.D (-428) (-) m/z 132.00 100.00%
132
5000 68
40 | 7 6 620 6.40 6.60 6.80
54 104 . . . .
O 280 G2 )| erer | Y us W w/z 68.10 36.90%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 RSN AR R AR
6.20 6.40 6.60 6.80
78 m/z 134.00 33.85%
31 38 4, 51
0'”'J”Jhﬁl'WH'”I'”li“"P"W"”I'“'I”"P"W T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 680
5000 67 m/z 66.10 23.68%
41 97
53 . 117
o 34 61 89 105 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14560: Xenon LI L L L BB
132 6.20 6.40 6.60 6.80

m/z 69.10 14 .96%

5000

66

126

.| 1 S SRS { W | G —

T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061516\

Data File : BF088045.D

Aca On : 15 Jun 2016 20:37

Operator : UM/SJ

ﬁ?ggle i H3609-04 181-04-SE-06142016
ALS Vial : 7 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 9 Tetracosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.70 2.75 ng 92333 Phenanthrene-d10 11.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Tritetracontane 605 C43H88 007098-21-7 90
3 Tetradecane 198 C14H30 000629-59-4 90
4 Heptadecane 240 C17H36 000629-78-7 90
5 Octadecane 254 C18H38 000593-45-3 90
Abundance Scan 797 (10.696 min): BF088045.D (-795) (-) m/z 57.10 100.00%
5000
0 1040 10,60 10,80 11,00
(o} m/z 71.10 72 .64%
m/iz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #175557: Tetracosane
57
5000 RN B R DU B

10.40 10.60 10.80 11.00
m/z 43.10 60.42%

ol_26 ‘ || d\ 141 183 225 267 338
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
R e R
10.40 10.60 10.80 11.00
5000 m/z 85.10 45.91%
97
0 141 183 225 267 323 379 421 463 505 547 604
T e T T T e T T T T T T e T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #59880: Tetradecane e e
57 10. 40 10. 60 10 80 11. OO
m/z 41.05 26.83%
5000
o 28l 1|7, 118
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 10. 40 10. 60 10 80 11. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061516\

Data File : BF088045.D

Aca On : 15 Jun 2016 20:37

Operator : UM/SJ

ﬁ?ggle i H3609-04 181-04-SE-06142016
ALS Vial : 7 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 n-Hexadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.81 2.73 ng 91557 Phenanthrene-d10 11.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 50
Abundance Scan 894 (11.805 min): BF088045.D (-892) (-) m/z 73.00 100.00%
7B
43 60
5000 129
97 115 157 213 LDUNAALURIS SURRS SR BN
143 171185199 297 256 11.40 11.60 11.80 12.00 12.20
o} m/z 60.00 82.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129 AR U SRR AR
nmnmnmnmnm
m/z 43.10 77.32%
143187171185, 213
o} T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
11/40 11,60 11.80 12.00 12,20
5000 129 m/z 57.10 69.07%
29 87
115 | 143 199 242
101 185
|15 157171 213226
m/z--> 25 Jo éo 85 160 150 150 160 180 200 220 240 2éo
Abundance #72648: Tridecanoic acid A B AR ERE
60 78 11.40 11.60 11.80 12.00 12.20
m/z 55.05 62.78%
43
5000
129
29 ‘ 115 171185 214
ok 15“""""\””'”‘ H‘ T::fhluuuuluuuul:l:su?||||||||1|98|||| e N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. 00 12. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061516\

Data File : BF088045.D

Aca On : 15 Jun 2016 20:37

Operator : UM/SJ

ﬁ?ggle i H3609-04 181-04-SE-06142016
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Decanoic acid, silver(1+) salt Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
12.58 2.54 ng 73871 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decanoic acid. silver(1+) salt 278 C10H19A002 013126-67-5 59
2 n-Decanoic acid 172 C10H2002 000334-48-5 47
3 Undecanoic acid. 10-bromo- 264 C11H21Br02 018294-93-4 38
4 Oxalic acid. allvl hexadecvl ester 354 C21H3804 1000309-24-4 30
5 Oxalic acid, cyclobutyl heptadec... 382 C23H4204 1000309-70-7 25

Abundance Scan 962 (12.582 min): BF088045.D (-960) (-) m/z 73.00 100.00%
5000 L
129
e e
5 12.20 12.40 12.60 12.80 13.00
o} —— .... O B e S m/z 43.10 99.12%
m/z--> 50 150 200 250 300 350
Abundance #125286 Decanoic acid, silver(1+) salt
155
5000 R BRI BN SN B
12/20 1240 12.60 12.80 13.00
} m/z 60.00 85.32%
oL L U\H \W W u\ ; JI\I AT 78 30 ?87|
m/z--> 200 250 300 350
Abundance
73
120 12.20 12.40 12.60 12.80 13.00
5000 m/z 57.10 75.90%
43
101 172
O e T T I e T B T e e T
m/z--> 50 100 150 200 250 300 350 '
Abundance #113456: Undecanoic acid, 10-bromo- A RRaEEEEE S R
60 12.20 12.40 12.60 12.80 13.00
41 m/z 55.00 63.62%
5000
83 12 185
0..'.‘“‘“‘ Jt‘ﬁlowgwilulélglwl||2|0?2?3|||2|6‘}|| — AR B EE s e T
m/z--> 50 100 150 200 250 300 350 12/20 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061516\

Data File : BF088045.D

Aca On : 15 Jun 2016 20:37

Operator : UM/SJ

ﬁ?ggle i H3609-04 181-04-SE-06142016
ALS Vial : 7 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 9-Octadecenamide, (Z)- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.33 2.08 ng 60246 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 90
2 Hexadecanamide 255 C16H33NO 000629-54-9 64
3 7-Nonenamide 155 C9H17NO 090949-53-4 64
4 Heptanamide. 4-ethvl-5-methvl- 171 C10H21NO 054789-40-1 59
5 Tetradecanamide 227 C14H29NO 000638-58-4 59
Abundance Scan 1027 (13.325 min): BF088045.D (-1024) (-) m/z 59.10 100.00%
59
5000
41
98112126 149 175 oy 13.00 13.20 13.40 13.60
o} m/z 72.00 66 .24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128445: 9-Octadecenamide, (2)-
59
5000 41 AR LR SR SRS
13.00 13.20 13.40 13.60
81 m/z 55.10 40.02%
) 2 98 112126140154 170184198 221 233 264 281
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59
13.00 13.20 13.40 13.60 |
5000 m/z 41.10 31.23%
43
o 29 86 100114128142156170184198212226240 255
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28131: 7-Nonenamide B BBEmma B B
59 13.00 13.20 13.40 13.60
m/z 43.10 25.09%
5000
44
3
0 H “\\ u‘\ [ 1 L 98 1}2126140 ‘
m/z--> 20 40 60 85 160 120 140 160 180 200 220 240 260 280 1300 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061516\
Data File : BF088045.D

Aca On : 15 Jun 2016 20:37

Operator : UM/SJ

Sample : H3609-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 1-Heneicosanol Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.75 7.82 ng 226898 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 95
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 94
5 n-Tetracosanol- 354 C24H500 000506-51-4 94

Abundance Scan 1064 (13.748 min): BF088045.D (-1062) (-) m/z 57.10 100.00%
57 83
1139 e 230 13.40 13.60 13.80 14.00
0 S i et O T A m/z 55.10 87.04%
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
55 83
5000 R R A PR B
13 40 13. 60 13.80 14.00
2 m/z 83.10 86.07%
m/z--> 50 2%0 360 3éo '
Abundance
57
8 N LR P BRI I
13.40 13.60 13.80 14.00
5000 111 m/z 43.10 84_.37%
29 169
0 140 196,15 241 392
m/z--> 55 160 150 200 2%0 300 3éo '
Abundance #166292: Behenic alcohol  Rmaa B R
56 83 13.40 13.60 13.80 14.00
m/z 69.10 78.53%
5000 1l JMALI#&A’\F~JJ\\¥~Nﬂ\dﬁxﬂwg
29
ol il A1?9“1§7 196 224 252 280 308
m/z--> 55 160 1éo 260 250 360 3éo 1340 1360 1380 1J00 '

8270-BF060716.M Thu Jun 16 13:44:49 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061516\

Data File : BF088045.D

Aca On : 15 Jun 2016 20:37

Operator : UM/SJ

ﬁ?ggle i H3609-04 181-04-SE-06142016
ALS Vial : 7 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 1-Hexadecanethiol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.39 3.63 ng 105303 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanethiol 258 C16H34S 002917-26-2 93
2 1-Nonadecene 266 C19H38 018435-45-5 90
3 11-Tricosene 322 C23H46 052078-56-5 90
4 2- Chloropropionic acid. pentade... 318 C18H35CI102 1000292-44-1 87
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 87
Abundance Scan 1120 (14.388 min): BF088045.D (-1117) (-) m/z 57.10 100.00%
87 97
5000 4 \JAWA\J\A~VJ\\MV“Vj\A’wa
| 29288 14100 14120 1440 14160 14150
Ob oAl m/z 55.05 98.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #109270: 1-Hexadecanethiol
55 8
5000 U DU BRI B B
29 Mmmmmmmmmm
224 m/z 97.10 96.21%
‘ 140 168 196
Obrrrprherki
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43 97
69 UL B BN SN
14.00 14.20 14.40 14.60 14.80
5000 m/z 83.10 89.58%
125
0 27 154 182 210 238 266
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #163017: 11-Tricosene A ERmEa mEa S
43 14.00 14.20 14.40 14.60 14.80
m/z 43.10 89.39Y%
5000 83 M
111
o | | 140 168 106 224243 266 204 322
m/z--> 25 45 eb 85 100 120 140 160 180 200 220 240 260 280 300 350 14.00 14 20 14.40 14. 60 14-80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061516\

Data File : BF088045.D

Aca On : 15 Jun 2016 20:37

Operator : UM/SJ

ﬁ?ggle i H3609-04 181-04-SE-06142016
ALS Vial : 7 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 16 unknownl15.92 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.92 2.06 ng 62874 Perylene-d12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (7a-1sopropenvl-4.5-dimethvlocta... 222 C15H260 1000187-02-9 47
2 Bicvclol2.2.1Theptane. 2.2.3-tri... 138 C10H18 020536-41-8 44
3 2.4.5.5.8a-Pentamethvl-6.7.8.8a-... 206 C14H220 1000195-40-9 30
4 1.4-Methanonaphthalene. 6.7-diet... 206 C15H26 016539-02-9 30
5 Bicyclo[2.2.1]heptane, 2,2,3-tri... 138 C10H18 020536-40-7 25
Abundance Scan 1254 (15.920 min): BF088045.D (-1252) (-) m/z 191.15 100.00%
1

5000

:

15.60 15.80 16.00 16.20

0 m/z 95.10 53.54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #79457: (7a-l1sopropenyl-4,5-dimethyloctahydroinden-4-ylme...
191
95
5000 LA L L L L L L L L
15.60 15.80 16.00 16.20
161 m/z 177.10 50.35%
. 2 175 207
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
95
B EE e e R
i 109 15.60 15.80 16.00 16.20
5000 70 m/z 81.10 48 .58%

123138

i

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #66144: 2,4,5,5,8a-Pentamethyl-6,7,8,8a-tetrahydro-5H-chromen R R ma AR
191 15.60 15.80 16.00 16.20
m/z 123.10 47.97%

5000

%

43 123 149
176 206

e e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061516\

Data File : BF088045.D

Aca On : 15 Jun 2016 20:37

Operator : UM/SJ

ﬁ?ggle i H3609-04 181-04-SE-06142016
ALS Vial : 7 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 17 unknownl6.31 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.31 2.07 ng 63149 Perylene-di12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Cvclohexene. 1.3.3-trimethvl-2... 206 C14H220 1000197-08-4 37
2 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 35
6-(2-Fluoro-phenvD)-5-nitro-pipe... 238 C11H11FN203 1000275-16-4 25
4 5-Fluoro-2-trifluoromethvlbenzoi... 376 C20H28F402 1000338-54-5 22
5 Anthracene, 9-dodecyltetradecahy... 360 C26H48 055401-75-7 22
Abundance Scan 1288 (16.308 min): BF088045.D (-1285) (-) m/z 191.15 100.00%
191
5000
69 95 \/\(\NAWM/
o5 100 1 163 SRR SN BN IR
41 178 218 o 265 285 16.00 16.20 16.40 16.60
o} m/z 69.10 39.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #66165: 1-Cyclohexene, 1,3,3-trimethyl-2-(1-methylbut-1-en...
191
5000 43 LR TR BN SRR
16.00 16.20 16.40 16.60
91 107 123 149 206 m/z 95.10 38.69%
E?.J..ﬁ7 . H\IUI 1 u‘ W\ ‘..k.%?7“.. | NS
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
191
16.00 16.20 16.40 16.60
5000 57 m/z 81.10 36.42%
149
ol 29 43 g 931071201551 177 206 \fj\\m»w~vﬁf¥ﬁ\—vax\q,zwa
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #91794: 6-(2-Fluoro-phenyl)-5-nitro-piperidin-2-one R e R RR B
191 16.00 16.20 16.40 16.60
m/z 136.10 30.55%
5000
122, 162,76
o 3% 75 102 A ek ‘\ 208 238
miz-> 20 40 60 85 100 120 1&0 160 180 200 220 240 260 280 16.00 16.20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF061516\

Data File : BF088045.D

Acq On : 15 Jun 2016 20:37

Operator : UM/SJ

3?22'6 i H3609-04 181-04-SE-06142016
ALS Vial : 7 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]
Heptane 2.16 3.2 ng 95943 1 6.74 598211 20.0
1,3-Dioxolane, 2,... 2.59 4.0 ng 120900 1 6.74 598211 20.0
2-Pentanone, 4-hy... 4 .91 5.1 ng 151505 1 6.74 598211 20.0
unknown6.51 6.51 76.1 ng 2276370 1 6.74 598211 20.0
Tetracosane 10.70 2.8 ng 92333 4 11.26 670974 20.0
n-Hexadecanoic acid 11.81 2.7 ng 91557 4 11.26 670974 20.0
Decanoic acid, si... 12.58 2.5 ng 73871 5 13.89 580549 20.0
9-Octadecenamide, ... 13.33 2.1 ng 60246 5 13.89 580549 20.0
1-Heneicosanol 13.75 7.8 ng 226898 5 13.89 580549 20.0
1-Hexadecanethiol 14.39 3.6 ng 105303 5 13.89 580549 20.0
unknownl15.92 15.92 2.1 ng 62874 6 15.29 609407 20.0
unknownl16.31 16.31 2.1 ng 63149 6 15.29 609407 20.0
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