LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080115\
Data File : BF080784.D

Acq On : 1 Aug 2015 16:57

Operator : TP/UM

Sample : G3125-09

Misc :

ALS Vial : 70 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-BF073015.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 2.155 4 6 8 rBvV 22039 33322 1.14% 0.113%
2 4._361 197 199 201 rBV2 41137 80408 2.75% 0.273%
3 4_.396 201 202 206 rvVB 95914 95174 3.25% 0.323%
4 4.830 238 240 247 rVB 31250 48729 1.66% 0.165%
5 5.047 255 259 261 rBV 1885219 2506753 85.58% 8.498%
6 5.447 292 294 297 rBV 2021808 2789048 95.22% 9.455%
7 5.859 328 330 333 rBvY 113276 98455 3.36% 0.334%
8 6.476 381 384 386 rBvY 2720309 2690154 91.84% 9.120%
9 6.613 393 396 399 rBV 2450327 2598544 88.71% 8.809%
10 6.853 415 417 419 rBVY 713510 670600 22.89% 2.273%

11 7.002 428 430 433 rBV 1704776 2058951 70.29% 6.980%
12 7.413 463 466 468 rBV 1954704 1999180 68.25% 6.777%
13 7.493 471 473 475 rVB 47650 48843 1.67% 0.166%
14 8.133 526 529 531 rBV 914662 824342 28.14% 2.794%
15 9.208 620 623 626 rBVY 3291693 2929156 100.00% 9.930%

16 9.550 650 653 655 rBv 64219 71986 2.46% 0.244%
17 9.608 655 658 660 rBv 546627 682410 23.30% 2.313%
18 9.825 673 677 680 rBv2 22463 31487 1.07% 0.107%
19 9.882 680 682 685 rvB 906774 809812 27.65% 2.745%
20 10.316 716 720 722 rBV2 28566 54175 1.85% 0.184%
21 10.671 748 751 753 rBV 1483069 1712563 58.47% 5.806%
22 10.796 758 762 765 rBV2 53795 89591 3.06% 0.304%
23 11.242 799 801 802 rBV 63158 53279 1.82% 0.181%
24 11.368 809 812 814 rBV 524625 684765 23.38% 2.321%
25 11.665 836 838 841 rVvB 65268 54001 1.84% 0.183%
26 11.894 856 858 863 rBvV 187743 206375 7.05% 0.700%
27 12.076 872 874 876 rVB 26609 33320 1.14% 0.113%
28 12.568 915 917 919 rBV 34713 45369 1.55% 0.154%
29 12.682 925 927 933 rBV 34532 55065 1.88% 0.187%
30 12.797 933 937 938 rBvV2 25073 34068 1.16% 0.115%

31 12.945 948 950 953 rBV 2321668 2037868 69.57% 6.908%
32 13.402 988 990 993 rBV2 18304 32492 1.11% 0.110%
33 13.985 1039 1041 1044 rBV 432916 479382 16.37% 1.625%
34 14.225 1055 1062 1065 rBV6 29159 131368 4.48% 0.445%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080115\
Data File : BF080784.D

Acq On : 1 Aug 2015 16:57

Operator : TP/UM

Sample : G3125-09

Misc :

ALS Vial : 70 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-BF073015.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.477 1082 1084 1086 rBV 26098 33910 1.16% 0.115%
36 14.911 1119 1122 1126 rVB2 33878 50321 1.72% 0.171%
37 15.094 1135 1138 1141 rBV 55566 63951 2.18% 0.217%
38 15.402 1162 1165 1168 rBV 408189 528644 18.05% 1.792%
39 15.643 1184 1186 1190 rVB4 24075 41507 1.42% 0.141%
40 15.871 1203 1206 1209 rVB 48760 72471 2.47% 0.246%
41 16.008 1213 1218 1220 rBV5 21312 44630 1.52% 0.151%
42 16.614 1269 1271 1276 rVB3 21714 47790 1.63% 0.162%

43 16.968 1298 1302 1307 rVB 161839 316914 10.82% 1.074%
44 17.826 1373 1377 1381 rBV2 134358 327542 11.18% 1.110%
45 18.317 1416 1420 1428 rVB4 42313 119356 4_.07% 0.405%

46 20.729 1623 1631 1645 rBV2 272214 1080825 36.90% 3.664%

Sum of corrected areas: 29498896
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA_F\DATA\BF080115\

BF080784.D
1 Aug 2015 16:57
TP/UM
G3125-09
70 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF073015.M

Quant Title

TIC Library

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF080784.D

6.48

5.45
5.05

4.83 5.86

6.61

Ll

7.00

7.41

8.13

OFor—
Time-->

4.50

I
5.00 5.50

6.00

Abundance

3000000

2500000

2000000

1500000

1000000

500000

Or——

TIC: BF080784.D

10.67

9.61 11.37

1032 |{10.80 112

116611'89 4
985 9. .66 | 12.08 12 BTB88

12.95

13.40

13.99

A 14.2314.48 1491

Time-->

11.50 12.00 12.50

9.50 10.00

10.50 11.00

9.00

13.00

13.50

14.00

14.50

Abundance

3000000

2500000

2000000

1500000

1000000

TIC: BF080784.D

500000

15.40

16.97 17.83

.09 15.6415.86.01 16.61 18.32

20.73

0

Time-->

18.50 19.00 19.50 20.00

15.50 16.00 16.50

17.00 17.50 18.00

20.50

21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080115\
Data File : BF080784.D

Acq On : 1 Aug 2015 16:57

Operator : TP/UM

Sample - G3125-09

Misc :

ALS Vial =: 70 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF073015.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 unknown4.36 Concentration Rank 15

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

4_36 2.40 ng 80408 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene, 3-methyl-, (2)- 84 C6H12 000922-62-3 35
2 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 35
3 1l.alpha.,2.beta.,3.alpha.,4._beta... 126 C9H18 002532-67-4 32
4 1-Pentene, 2,3-dimethyl- 98 C7H14 003404-72-6 32
5 1-Hexene, 4-ethyl- 112 C8H16 016746-85-3 23

Abundance Scan 199 (4.361 min): BF080784.D (-197) (-) m/z 41.10 100.00%
4.1
69
5000 55
T R s
4.00 4.20 4.40 4.60
et & T Tw/z 69.10  72.34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1492: 2-Pentene, 3-methyl-, (2)-
4
69
55 I L e
5000 84 400 420 440 460
27 m/z 43.10 64 .68%
"'VH"M“ﬁwl““'l"“l"'w""w"'l“"l'“'l"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
4.00 4.20 4.40 4.60
5000 55 o m/z 55.00  44._.40%
27
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #11270: l.alpha.,2.beta.,3.alpha.,4.beta.-Tetramethylcyclo... R e e R o
69 4.00 4.20 4.40 4.60
41 oo 84 m/z 39.10 19.34%
5000
27
126
'%?I”"I”"I'”'I'”?z"”I"”I"”I"”I"”I"” SRR SRS S IR
m/z--> 20 40 60 80 100 120 140 160 180 200 4.00 420 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080115\
Data File : BF080784.D

Acq On : 1 Aug 2015 16:57

Operator : TP/UM

Sample - G3125-09

Misc :

ALS Vial =: 70 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF073015.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 3-Penten-2-one, 4-methyl- Concentration Rank 11

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

4.40 2.84 ng 95174 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
2 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 86
3 3-Hexen-2-one 98 C6H100 000763-93-9 80
4 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 72
5 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 72

Abundance Scan 202 (4.396 min): BF080784.D (-201) (-) m/z 55.10 100.00%
55 83
5000
43 98
4.00 420 4.40 4.60 4.80
...,....,....,..?7.|i...‘.‘?u'::.,..‘??,....~,.:..,....~,.... m/z 83.10 89.17%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55 83
5000 43 ISR RN LR S
29 98 4.00 4.20 4.40 4.60 4.80
m/z 43.10 35.33%
“\‘ 37\‘\\\ 49\ ‘ ! 61 67 7 ! 89 .
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance
55 83
41 4.00 420 4.40 4.60 4.80
5000 m/z 98.10 30.10%
27 98
15 69
34 49 63 77 91
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3109: 3-Hexen-2-one e ERma T B A RE.
83 4.00 420 4.40 4.60 4.80
55 m/z 39.10 22 .08%
5000 43
98
29
2] o7l|| a0 68 77 | e |
miz--> 10 20 30 40 50 60 70 80 90 100 400 420 440 460 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080115\
Data File : BF080784.D

Acq On : 1 Aug 2015 16:57

Operator : TP/UM

Sample - G3125-09

Misc :

ALS Vial =: 70 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF073015.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2

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

5.05 74.76 ng 2506750 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 23

Abundance Scan 259 (5.047 min): BF080784.D (-255) (-) m/z 43.05 100.00%
43
59
5000
101 U UL LS IR I
4.80 5.00 5.20 5.40
e 0l SL ) 0 8 | "h/z 59.10  56.20%
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 LR SRS UL RIS I
59 480 5.00 520 540
m/z 58.10 15.15%
31 101
'W'“'P”Tﬂ'”ﬂ'”I”“I”'W'”'fi'ﬁ%'“'”l”'ﬁ”'ﬂ'”ﬁ'”'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540
5000 41 m/z 101.10 14 .92%
31
69 87
15 51 98
mmmmwmwwmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester R oa R
50 4.80 5.00 5.20 5.40
m/z 41.10 9.14%
5000 41
68
"|“"l“"l“'JhL'?g'dlb"'v"'v"'v"'v"'v"'v%?§v"&4?“l U U S IR I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080115\
Data File : BF080784.D

Acq On : 1 Aug 2015 16:57

Operator : TP/UM

Sample - G3125-09

Misc :

ALS Vial =: 70 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF073015.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 4 2-Pentanone, 4-methoxy-4-me... Concentration Rank 10

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

5.86 2.94 ng 98455 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 83
2 1-Methoxyethanimine, N-acetyl- 115 C5H9NO2 099028-43-0 43
3 Acetamide, N-methyl- 73 C3H7NO 000079-16-3 32
4 3-Hexanol, 2-methyl- 116 C7H160 000617-29-8 23
5 Hexane, 2-methyl- 100 C7H16 000591-76-4 9

Abundance Scan 330 (5.859 min): BF080784.D (-328) (-) m/z 43.05 100.00%
43
73
5000
R B A
55 100 115 5.60 5.80 6.00 6.20
e e e o et || M7z 73.10  74.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13056: 2-Pentanone, 4-methoxy-4-methyl-
43 73
5000 U SRR RN LSS SR
5.60 5.80 6.00 6.20
115 m/z 41.10 11.59%
1 2 g, % e | 8 100 7
mz> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43
100
5.60 5.80 6.00 6.20
5000 m/z 115.10 8.23%
115
29 37 515864 8798501 107
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #724: Acetamide, N-methyl- R e
30 43 7 5.60 5.80 6.00 6.20
m/z 55.10 7.23%
5000 58
15
'”I'“'I”'“M"Wlﬂ”?%”'l”"Pa”l'”'l”"P"W"”I'” U SRR UL UL SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080115\
Data File : BF080784.D

Acq On : 1 Aug 2015 16:57

Operator : TP/UM

Sample - G3125-09

Misc :

ALS Vial =: 70 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF073015.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 Eicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

10.80 2.62 ng 89591 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Tetradecane 198 C14H30 000629-59-4 90
3 Hexadecane 226 Cl16H34 000544-76-3 86
4 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 86
5 Tridecane 184 C13H28 000629-50-5 83

Abundance Scan 762 (10.796 min): BF080784.D (-758) (-) m/z 57.10 100.00%

57

5000

10.40 10.60 10.80 11.00 11.20
m/z 43.10 66.46%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
43 57
71
5000 TT 1T TTTT TTTT TT T T TT
85 1040 10,60 10.80 11.00 11.20
29 m/z 71.10 51.43%
| L L %9113127141155169 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43
71 10.40 10.60 10.80 11.00 11.20
5000 85 m/z 85.10 33.10%
29
15 99113127141155169 198
wwﬁmwwwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73965: Hexadecane
43 57 10.40 10.60 10.80 11.00 11.20
m/z 41.05 29.32%
5000 &
85
29
| L L w 99113127141155169183197 226

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10 40 10 60 10. 80 11. 00 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080115\
Data File : BF080784.D

Acq On : 1 Aug 2015 16:57

Operator : TP/UM

Sample - G3125-09

Misc :

ALS Vial =: 70 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF073015.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 n-Hexadecanoic acid Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
11.89 6.03 ng 206375 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Undecanoic acid 186 C11H2202 000112-37-8 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 78
5 Tetradecanoic acid 228 C14H2802 000544-63-8 59
Abundance Scan 858 (11.894 min): BF080784.D (-856) (-) m/z 43.10 100.00%

43 60 45
5000
“ o7 129 S aA e s Masded s
115
157171185, 44213 11.60 11.80 12.00 12.20
...,....','..'||--' il '.'.,....1,‘??..,..'..,.'..1.??..'.,2]2]7..,..?“??. m/z 60.00 92.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 o
5000

11.60 11.80 12.00 12.20
m/z 55.05  83.05%

256
Hm“m@%wmmmmMmmm\

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
e A
29 11.60 11.80 12.00 12.20
5000 m/z 73.10 82.21%
o 129 242
199
101115 ' 143157171185 213226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #46615: Undecanoic acid R e o .
60 7 11.60 11.80 12.00 12.20
m/z 57.10 77.46%
5000 43
29 129 143
101115 186
PRI 0 a1 S PN | O, Y VO
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080115\
Data File : BF080784.D

Acq On : 1 Aug 2015 16:57

Operator : TP/UM

Sample - G3125-09

Misc :

ALS Vial =: 70 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF073015.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 Tridecanoic acid Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
12.68 2.30 ng 55065 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Tridecanoic acid

214 C13H2602

2 Tetradecanoic acid 228 C14H2802

3 n-Decanoic acid

172 C10H2002

000638-53-9 64
000544-63-8 64
000334-48-5 53

4 Lactose 342 C12H22011 000063-42-3 47
5 n-Capric acid isopropyl ester 214 C13H2602 002311-59-3 47
Abundance Scan 927 (12.682 min): BF080784.D (-925) (-) m/z 55.10 100.00%
73
5000 129
97 185 L B e
115
va 207 241 12.40 12.60 12.80 13.00
m/z 60.00 98.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #65565: Tridecanoic acid
60 78
43
5000 129
29 171 12.40 12.60 12.80 13.00
85 115 0
214 m/z 43.10 96.52%
| ‘H 97 ‘ 143 157 ‘ 185
,.l..‘,‘.‘..”l‘*,‘.‘:‘.‘.,”la.:m,“..“m,.‘.‘.. ke .\..1?7...‘.,....,..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43 60 73
o O o
12.40 12.60 12.80 13.00
5000 29 m/z 57.10 88.21%
129
87 115 185
17 101 143 15, 171 199 228
L T o o L B i e A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #37192: n-Decanoic acid O
60 78 12.40 12.60 12.80 13.00
a1 m/z 73.00 87.67%
5000 29 129
87
115
101 143 172
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080115\
Data File : BF080784.D

Acq On : 1 Aug 2015 16:57

Operator : TP/UM

Sample - G3125-09

Misc :

ALS Vial =: 70 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF073015.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 10 Chloroacetic acid, tetradec... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.23 5.48 ng 131368 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Chloroacetic acid, tetradecyl ester 290 C16H31CIO2 018277-86-6 86
2 Cycloeicosane 280 C20H40 000296-56-0 80
3 1-Tetracosanol 354 C24H500 000506-51-4 80
4 Bromoacetic acid, octadecyl ester 390 C20H39Bro02 018992-03-5 80
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 68

Abundance Scan 1062 (14.225 min): BF080784.D (-1055) (-) m/z 55.05 100.00%

83

5000

14.00 14.20 14.40 14.60
m/z 43.10 91.18%

149 177 208

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #112059: Chloroacetic acid, tetradecyl ester
83
57
5000 LA I L L L L L L L
14.00 14.20 14.40 14.60
168 m/z 57.05 88.38%
3 140 196 241
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55
83 IIIIIIIIIIIIIIIIIIIIIII
14.00 14.20 14.40 14.60
5000 m/z 83.10 78.61%
29

111

139 168 196 204 252 280

mm‘mmm‘m‘wrwﬁmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #142901: 1-Tetracosanol R EE e EEAEE REE S B
43 14.00 14.20 14.40 14.60

m/z 41.10 58.25%

5000 83

18
| L e 140 168 196 238 266 308 336

I T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.00 14.20 14.40 14.60

8270-BF073015.M Mon Aug 03 15:12:52 2015 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080115\
Data File : BF080784.D

Acq On : 1 Aug 2015 16:57

Operator : TP/UM

Sample - G3125-09

Misc :

ALS Vial =: 70 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF073015.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 Hentriacontane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.09 2.42 ng 63951 Perylene-d12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 86
2 Tetratetracontane 619 C44H90 007098-22-8 83
3 Octacosane 394 C28H58 000630-02-4 83
4 Octadecane 254 C18H38 000593-45-3 80
5 Heptacosane 380 C27H56 000593-49-7 74

Abundance Scan 1138 (15.094 min): BF080784.D (-1135) (-) m/z 57.10 100.00%

5000

:

99 LI LI LI L LB L

41 219250 14.80 15.00 15.20 15.40
m/z 43.10 59.59%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #162744: Hentriacontane W\,/\-\/\J\—MN\J\
57
5000 AL BLSULALE SULUILE UL SO

14.80 15.00 15.20 15.40
m/z 71.10 45.83%

‘\ | \\ | ‘ ‘ ‘ 1183 225 267 309 351 393 436

m/z--> O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance

57

3

14.80 15.00 15.20 15.40
5000 m/z 85.05 37.16%

97
26 141 183 225 267 309 351 393 435 491 535 574 617

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

li s

Abundance #155178: Octacosane SR e E
517 14.80 15.00 15.20 15.40
m/z 41.10 18.02%
>0 J\/\/\/\M/\/\MJ\J\]W

99
26 ] |, 4 183 225 281 337 394

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 14.80 15. 00 15. 20 15. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080115\
Data File : BF080784.D

Acq On : 1 Aug 2015 16:57

Operator : TP/UM

Sample - G3125-09

Misc :

ALS Vial =: 70 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF073015.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 Hexacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.87 2.74 ng 72471 Perylene-di12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 87
2 Hexacosane 366 C26H54 000630-01-3 87
3 Heptacosane 380 C27H56 000593-49-7 87
4 Nonacosane 408 C29H60 000630-03-5 86
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 86
Abundance Scan 1206 (15.871 min): BF080784.D (-1203) (-) m/z 57.10 100.00%
57
5000 l 85 \/\//\\kw
113 101 1e7901 s "T5/60 1580 1600 1620
....',...-J'."I,:‘.'.-.-le?..,....,..2?1.,....,....,...., m/z 43.10 63.63%
m/z--> 50 100 150 200 250 300 350 400
Abundance #162744: Hentriacontane
57
5000 L SRS B B SULA
85 15 60 15. 80 16. oo 16. 20
s m/z 71.10 48 .00%
29 | h | | 77,141 169 197 225 253 280 309 351 379 407 436
m/z--> 50 160 1%0 260 250 360 3%0 460 '
Abundance
57
' 15.60 15.80 16.00 16.20
5000 g5 m/z 85.10 37.16%
113
29 141 169 197 225 253 295 366
m/z--> 55 160 1%0 260 250 360 3%0 460 '
Abundance #151555: Heptacosane B R RARmS
57 15.60 15.80 16.00 16.20
m/z 55.10 26.06%
29 113 141 169
J [t 1197 225 253 281 309 337 380
m/z--> % 1& ﬁo ﬂ)z% ﬁo ﬁ)4& ! mmmmmmmm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080115\
Data File : BF080784.D

Acq On : 1 Aug 2015 16:57

Operator : TP/UM

Sample - G3125-09

Misc :

ALS Vial =: 70 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF073015.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 13 1,1,4a-Trimethyl-5,6-dimeth... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.97 11.99 ng 316914 Perylene-di12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,1,4a-Trimethyl-5,6-dimethylene... 204 C15H24 1000193-60-8 70
2 1H-3a,7-Methanoazulene, octahydr... 204 C15H24 000508-55-4 70
3 1,4-Methanoazulene, decahydro-4,... 204 C15H24 000475-20-7 58
4 1H-3a,7-Methanoazulene, 2,3,6,7,... 204 C15H24 000560-32-7 55
5 Naphthalene, decahydro-4a-methyl... 204 C15H24 017066-67-0 55
Abundance Scan 1302 (16.968 min): BF080784.D (-1298) (-) m/z 204.20 100.00%
204
95 135
5000 269 301
1660 16,80 17.00 17.20
m/z 55.10 76.90%
m/z--> 50 100 150 200 250 300 350 400
Abundance #58728: 1,1,4a-Trimethyl-5,6-dimethylenedecahydronaphthalene
204
a1 91 133
5000 161 UM S SR
69 16.60 16.80 17.00 17.20
‘ m/z 135.10 73.35%
m/z--> 50 100 150 200 250 300 350 400
Abundance
41
161 204
91 LN DA DU I
121 16.60 16.80 17.00 17.20
67 m/z 41.10 62.82%
5000
mz-> 50 100 150 200 250 300 350 400
Abundance #58862: 1,4-Methanoazulene, decahydro-4,8,8-trimethyl-9-me... R ER B AT
4 91 161 16.60 16.80 17.00 17.20
m/z 69.10 59.48%
5000 7| I I 189
m/z--> 50 100 150 200 250 300 350 400 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080115\
Data File : BF080784.D

Acq On : 1 Aug 2015 16:57

Operator : TP/UM

Sample - G3125-09

Misc :

ALS Vial =: 70 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF073015.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 2,6a-Methano-6aH-indeno[4,5... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.83 12.39 ng 327542 Perylene-di12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2,6a-Methano-6aH-indeno[4,5-bJox... 150 C10H140 016489-32-0 59
2 Azulene, 1,2,3,5,6,7,8,8a-octahy... 204 C15H24 003691-11-0 42
3 .gamma.-Elemene 204 C15H24 030824-67-0 41
4 2H-1nden-2-one, 1,4,5,6,7,7a-hex... 150 C10H140 054725-16-5 30
5 1,2-Di-but-2-enyl-cyclohexane 192 C14H24 1000188-05-3 18
Abundance Scan 1377 (17.826 min): BF080784.D (-1373) (-) m/z 93.05 100.00%
9 137 229
69
5000 161 203
257 208 407 17,60 17.80 18.00 18.20
L m/z 229.30 95.53%
m/z--> 50 100 150 200 250 300 350 400
Abundance #22858: 2,6a-Methano-6aH-indeno[4,5-b]Joxirene, octahydro-,...
5 121
150
5000 e RN AR I R
39 17.60 17.80 18.00 18.20
67 m/z 95.05 92.81%
|||1|||||||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400
Abundance
M 107
R BRI SO SURIURA S
79 17.60 17.80 18.00 18.20
5000 m/z 41.10 92 .04%
135 189
161
mz-> 50 100 150 200 250 300 350 400
Abundance #58651: .gamma.-Elemene R ARE mam T e S
121 17.60 17.80 18.00 18.20
a 93 m/z 137.10 91.26%
5000
67
‘ 161
1‘ ‘ 189
..H;uﬂkuh.{‘uﬂ,l..kﬂ.... S —
m/z--> 50 100 150 200 250 300 350 400 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080115\
Data File : BF080784.D

Acq On : 1 Aug 2015 16:57

Operator : TP/UM

Sample - G3125-09

Misc :

ALS Vial =: 70 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF073015.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 unknownl18.32 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.32 4.52 ng 119356 Perylene-d12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sambucinol 266 C15H2204 090044-33-0 27
2 Phosphine, (1,1-dimethylethyl)me... 180 C11H17P 007621-16-1 27
3 Androst-4-en-3-one, 17-hydroxy-,... 288 C19H2802 000604-39-7 27
4 Cyclobuta[l,2:3,4]dicyclooctene-... 248 C16H2402 069926-83-6 27
5 Testosterone 288 C19H2802 000058-22-0 25
Abundance Scan 1420 (18.317 min): BF080784.D (-1416) (-) m/z 124.10 100.00%
5000 (s
18.00 18.20 18.40 18.60
m/z 43.10 70.26%
m/z--> 50 100 150 200 250 300 350
Abundance #97824: Sambucinol
124
82
5000 RN NS BN SRR
43 18.00 18.20 18.40 18.60
0
‘ ] 137 161 251 m/z 55.00 49.16%
| ”m”ﬁww L1, M.W.W;J _1ge207 | |
m/z--> 50 100 150 200 250 300 350
Abundance
124
57 18.00 18.20 18.40 18.60
5000 m/z 229.20 39.53%
29 180
07y
m/z--> 55 160 150 260 2%0 360 350
Abundance #111064: Androst-4-en-3-one, 17-hydroxy-, (10.alpha.,17.be... N
124 18.00 18.20 18.40 18.60
m/z 95.10 30.54%
5000
288
91 147 046
164 185293 228 " 270
TR 11 BTV 1Y " 1 I i
m/z--> 50 100 150 260 2éo 300 350 1850 1850 1540 1560 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080115\
Data File : BF080784.D

Acq On : 1 Aug 2015 16:57

Operator : TP/UM

Sample - G3125-09

Misc :

ALS Vial =: 70 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF073015.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 16 1H-Cycloprop[e]azulene, 1la,... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

20.73 40.89 ng 1080830 Perylene-d12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Cycloprop[e]azulene, 1la,2,3,5... 204 C15H24 021747-46-6 53
2 1H-Cycloprop[e]azulene, decahydr... 204 C15H24 025246-27-9 51
3 Caryophyllene 204 C15H24 000087-44-5 45
4 1-Naphthalenepropanol, .alpha.-e... 306 C20H3402 004549-12-6 43
5 9,19-Cycloergost-24(28)-en-3-ol,... 468 C32H5202 010376-42-8 43

Abundance Scan 1631 (20.729 min): BF080784.D (-1623) (-) m/z 55.05 100.00%

81 107

5000

-

20.40 20.60 20.80 21.00
m/z 81.10 78 .00%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #58929: 1H-Cycloprop[e]azulene, 1a,2,3,5,6,7,7a,7b-octahyd...
41 107
79
5000 161 B R B AL L
135 20,40 20.60 20.80 21.00
‘ 189 m/z 107.10  77.64%
RN —
m/z--> OO 250 300 350 400 450
Abundance
41
91
20.40 20.60 20.80 21.00
5000 119 161 m/z 41.10 73.28%
69
189
T T T T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #58635: Caryophyllene R
41 6 3 20.40 20.60 20.80 21.00
m/z 96.10 71.42%
133
5000
| H 117
m/z--> 50 O 250 300 350 400 450 20.40 20.60 20.80 21.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080115\
Data File : BF080784.D

Acq On : 1 Aug 2015 16:57

Operator : TP/UM

Sample : G3125-09

Misc :

ALS Vial : 70 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF073015.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]
unknown4 .36 4_36 2.4 ng 80408 1 6.85 670600 20.0
3-Penten-2-one, 4. .. 4.40 2.8 ng 95174 1 6.85 670600 20.0
2-Pentanone, 4-hy... 5.05 74.8 ng 2506750 1 6.85 670600 20.0
2-Pentanone, 4-me. .. 5.86 2.9 ng 98455 1 6.85 670600 20.0
Eicosane 10.80 2.6 ng 89591 4 11.37 684765 20.0
n-Hexadecanoic acid 11.89 6.0 ng 206375 4 11.37 684765 20.0
Tridecanoic acid 12.68 2.3 ng 55065 5 13.99 479382 20.0
Chloroacetic acid... 14.23 5.5 ng 131368 5 13.99 479382 20.0
Hentriacontane 15.09 2.4 ng 63951 6 15.40 528644 20.0
Hexacosane 15.87 2.7 ng 72471 6 15.40 528644 20.0
1,1,4a-Trimethyl-_.. 16.97 12.0 ng 316914 6 15.40 528644 20.0
2 ,6a-Methano-6aH-... 17.83 12.4 ng 327542 6 15.40 528644 20.0
unknown18.32 18.32 4.5 ng 119356 6 15.40 528644 20.0
1H-Cycloprop[elaz... 20.73 40.9 ng 1080830 6 15.40 528644 20.0
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