LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080115\
Data File : BF080786.D

Acq On : 1 Aug 2015 17:59

Operator : TP/UM

Sample : G3125-11

Misc :

ALS Vial =: 72 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 2.190 7 9 15 rBvV4 23188 79666 3.43% 0.330%
2 4.384 198 201 202 rBvY 48993 85070 3.66% 0.352%
3 4._407 202 203 207 rvVB 214978 220264 9.48% 0.911%
4 4.841 239 241 244 rBvV 30489 39226 1.69% 0.162%
5 5.047 256 259 262 rBV 1404957 2002358 86.18% 8.283%
6 5.458 292 295 297 rBV 2355359 2281050 98.17% 9.436%
7 5.859 329 330 333 rBv 60507 75022 3.23% 0.310%
8 6.281 364 367 376 rBV 22929 43489 1.87% 0.180%
9 6.476 381 384 386 rBvV 2418017 2291741 98.63% 9.480%
10 6.613 394 396 399 rBV 2143125 1984687 85.41% 8.210%

11 6.853 415 417 419 rBvV 765086 694430 29.89% 2.873%
12 7.001 428 430 433 rVB 1457932 1582139 68.09% 6.545%
13 7.413 463 466 468 rBV 1265239 1483810 63.86% 6.138%
14 7.493 470 473 475 rVB 55708 56009 2.41% 0.232%
15 8.133 526 529 531 rBV 924860 853500 36.73% 3.531%

16 9.207 620 623 625 rBVY 2559994 2323595 100.00% 9.612%
17 9.607 655 658 660 rBv 424324 548680 23.61% 2.270%
18 9.882 680 682 685 rBvV 907034 843735 36.31% 3.490%
19 10.316 716 720 722 rVB2 24257 44375 1.91% 0.184%
20 10.670 748 751 753 rBV 1217083 1358029 58.45% 5.618%

21 10.796 758 762 767 rVB2 51311 75577 3.25% 0.313%
22 11.242 799 801 802 rBV 60622 53295 2.29% 0.220%
23 11.368 809 812 814 rBV 569251 734219 31.60% 3.037%
24 11.665 836 838 840 rBV 47644 40157 1.73% 0.166%
25 11.893 856 858 867 rBvV 130920 163989 7.06% 0.678%
26 12.076 872 874 876 rVB 20426 24939 1.07% 0.103%
27 12.682 925 927 931 rBV 25649 37047 1.59% 0.153%
28 12.773 933 935 938 rvv2 95763 95419 4._.11% 0.395%
29 12.853 938 942 944 rVB2 21400 36069 1.55% 0.149%
30 12.945 948 950 953 rBV 1899646 1658974 71.40% 6.863%
31 13.482 995 997 999 rBV 51285 47748 2.05% 0.198%
32 13.848 1027 1029 1033 rVB 20718 27522 1.18% 0.114%

33 13.985 1039 1041 1044 rBV 454572 527375 22.70% 2.182%
34 14.168 1053 1057 1066 rBV 40502 129577 5.58% 0.536%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080115\
Data File : BF080786.D

Acq On : 1 Aug 2015 17:59

Operator : TP/UM

Sample : G3125-11

Misc :

ALS Vial =: 72 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 14.476 1081 1084 1086 rVB 27568 31231 1.34% 0.129%
36 14.751 1106 1108 1112 rBV2 38893 72869 3.14% 0.301%
37 14.842 1114 1116 1120 rVB 32701 41483 1.79% 0.172%
38 15.094 1135 1138 1140 rVB 39868 44251 1.90% 0.183%
39 15.402 1162 1165 1168 rBV 428881 548568 23.61% 2.269%
40 15.448 1168 1169 1173 rVB 16260 27655 1.19% 0.114%
41 15.871 1203 1206 1210 rVB 42978 76864 3.31% 0.318%
42 16.008 1216 1218 1222 rVB4 16241 25627 1.10% 0.106%
43 16.900 1293 1296 1299 rBV3 19952 42475 1.83% 0.176%
44 16.968 1299 1302 1305 rVB5 12794 26612 1.15% 0.110%
45 18.077 1397 1399 1403 rVB5 12319 25961 1.12% 0.107%
46 18.317 1415 1420 1429 rVB4 43842 134343 5.78% 0.556%
47 20.420 1599 1604 1611 rVV9 7860 37802 1.63% 0.156%
48 20.569 1611 1617 1621 rVV5 10263 40258 1.73% 0.167%

49 20.717 1624 1630 1639 rVB3 87643 327005 14.07% 1.353%
50 21.243 1669 1676 1683 rBV5 31427 127568 5.49% 0.528%

Sum of corrected areas: 24173354

8270-BF073015.M Mon Aug 03 15:13:21 2015 Page: 2



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080115\
Data File : BF080786.D

Acq On : 1 Aug 2015 17:59

Operator : TP/UM

Sample : G3125-11

Misc :

ALS Vial =: 72 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

TIC: BF080786.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080115\
Data File : BF080786.D

Acq On : 1 Aug 2015 17:59

Operator : TP/UM

Sample : G3125-11

Misc :

ALS Vial =: 72 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

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 Propane, 1,1-dimethoxy- Concentration Rank 14

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

2.19 2.29 ng 79666 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 1,1-dimethoxy- 104 C5H1202 004744-10-9 9
2 Boron trifluoride etherate 142 C4H10BF30 000109-63-7 4
3 Ethyl Chloride 64 C2H5CI 000075-00-3 4
4 Glycine 75 C2H5N02 000056-40-6 3
5 1-Butyne, 4-methoxy- 84 C5H80 036678-08-7 3

Abundance Scan 9 (2.190 min): BF080786.D (-7) (-) m/z 75.10 100.00%
75
45
5000
84 HUAS A AR AR IR U
| | 57 || 2.20 2.30 2.40 2.50 2.60
e e Y7 2 £ T R -V £
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4666: Propane, 1,1-dimethoxy-
75
5000
45 2.20 2.30 2.40 2.50 2.60
31 “ m/z 45.10 69.23%
15 57
""I”M'I"th'?ﬁl“j'P"Hl'”'”lah "?ﬁ""}pﬁ'l"'ﬁ""l'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
31
59 2.20 2.30 2.40 2.50 2.60
5000 45 m/z 49.00 58.67%
74
15 24 66 81 93 127
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #340: Ethyl Chloride R ERRAREE LRSS L
2.20 2.30 2.40 2.50 2.60
m/z 41.10 54 _70%
64
5000
49
15 3f |
1 N il I
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080115\
Data File : BF080786.D

Acq On : 1 Aug 2015 17:59

Operator : TP/UM

Sample : G3125-11

Misc :

ALS Vial =: 72 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

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 unknown4.38 Concentration Rank 13

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

4._.38 2.45 ng 85070 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 38
2 1-Pentene, 2,3-dimethyl- 98 C7H14 003404-72-6 37
3 1-Pentyn-3-ol, 3,4-dimethyl- 112 C7H120 001482-15-1 32
4 3-Penten-1-ol, 2-methyl- 100 C6H120 062238-37-3 25
5 3-Methyl-3-nitrobut-1-ene 115 C5H9NO2 001809-67-2 23

Abundance Scan 201 (4.384 min): BF080786.D (-198) (-) m/z 41.10 100.00%
a1
69

5000

4.00 420 4.40 4.60 4.80
m/z 69.10 69.36%

m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1491: 2-Pentene, 3-methyl-, (2)-
41 69
5000 55 L L L L
27 84 4.00 4.20 4.40 4.60 4.80

‘ m/z 43.00 55.94%

15
el ) R N
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance

4.00 4.20 4.40 4.60 4.80

5000 55 m/z 55.10 40.09%
27 83 9g
B A s B R
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #6398: 1-Pentyn-3-ol, 3,4-dimethyl- T
69 400 420 440 460 480

m/z 39.10 18.56%

43
5000
27 97
15 27 || 7 | es

m/z--> 0 20 40 60 80 100 120 140 160 180 200 4.00 4.20 4.40 4.60 480

8270-BF073015.M Mon Aug 03 15:13:24 2015 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080115\
Data File : BF080786.D

Acq On : 1 Aug 2015 17:59

Operator : TP/UM

Sample : G3125-11

Misc :

ALS Vial =: 72 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF073015.M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\DATABASENNISTO2.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 3 3-Penten-2-one, 4-methyl- Concentration Rank 5

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

4.41 6.34 ng 220264 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 90
2 3-Hexen-2-one 98 C6H100 000763-93-9 80
3 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 78
4 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 78
5 2-Pentene, 3,4-dimethyl- 98 C7H14 024910-63-2 72

Abundance Scan 203 (4.407 min): BF080786.D (-202) (-) m/z 55.10 100.00%
55 83
5000 43
98 N
3 50 4.00 4.20 4.40 4.60 4.80
et ol 628777 L m/z 83.10 83.41%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55 83
5000 43 NGB SRR SR
29 98 4.00 4.20 4.40 4.60 4.80
m/z 43.10 38.10%
‘ 37‘_ 49 | 62 67 77 | 89
mz-> 10 2 ' 0 50 60 70 8 90 100
Abundance
83
55 400 420 4.40 460 4.80
5000 43 m/z 39.10 29.04%
98
29
23 37 49 63 89 77 93
mz-> 10 20 30 40 50 60 70 8 90 100
Abundance #3338: 2-Pentene, 4,4-dimethyl-, (E)- I B R
55 83 4.00 4.20 4.40 4.60 4.80
m/z 98.10 25.67%
5000 41
o7 98
15 67
"I'”'I"L“"”ﬁ"'W“M'W""P'??IJ"I'”'I'”' NSRS R
m/z--> 10 40 50 70 80 90 100 4.00 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080115\
Data File : BF080786.D

Acq On : 1 Aug 2015 17:59

Operator : TP/UM

Sample : G3125-11

Misc :

ALS Vial =: 72 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

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-hydroxy-4-me... Concentration Rank 1

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

5.05 57.67 ng 2002360 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 50
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 259 (5.047 min): BF080786.D (-256) (-) m/z 43.05 100.00%
43
59
5000
101 R Eh0 B b £ un
480 5.00 5.20 5.40
e Sl S8l 67 73 8 | Tm/z 59.10  54.94%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 N RSN UL LIS I
59 480 5.00 520 540
m/z 58.10 14 .51%
25 3 37 | 83 g3 01
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
480 500 520 540
5000 m/z 101.10 13.50%
41
29 101
53 73 86
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- T e
59 480 5.00 5.20 5.40
m/z 41.10 9.11%
5000 41
31
| LT
T |'}§'| "'M |""‘iH" '|§?H""""i"" N |"'gﬁ T U U L R I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080115\
Data File : BF080786.D

Acq On : 1 Aug 2015 17:59

Operator : TP/UM

Sample : G3125-11

Misc :

ALS Vial =: 72 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

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 2-Pentanone, 4-methoxy-4-me... Concentration Rank 15

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

5.86 2.16 ng 75022 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 17
3 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 9
4 Acetamide, N-methyl- 73 C3H7NO 000079-16-3 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 330 (5.859 min): BF080786.D (-329) (-) m/z 43.10 100.00%
a3
73
5000
 BANBEREE RS e
55 100 115 5.60 5.80 6.00 6.20
el S b || M/Z 73.10  65.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13053: 2-Pentanone, 4-methoxy-4-methyl-
43 73
5000
5.60 5.80 6.00 6.20
m/z 41.10 12.25%
miz--> 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 39.10 7.14%
115
29 37 515864 8798501 107
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3600: 1-Propen-2-ol, acetate e e e AR maa
43 5.60 5.80 6.00 6.20
m/z 42.00 6-90%
5000
58
"'I'%?'I"?TW"?ﬂ”l"FP"“lI""ri"l""l"'%?g"'I""I"' U R UL LS R
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 : BF080786.D

Acq On : 1 Aug 2015 17:59

Operator : TP/UM

Sample : G3125-11

Misc :

ALS Vial =: 72 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

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 unknown6.61 Concentration Rank 2

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

6.61 57.16 ng 1984690 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 22
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16

Abundance Scan 396 (6.613 min): BF080786.D (-394) (-) m/z 132.10 100.00%
132
68
5000
|7 * 10 ‘ 620 640 6.60 6.80 7.00
104 : : . : :
..,....,....,...!,“.'.‘.‘7 " SRl by 87 el | m/Z 68.10  55.37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97 A
5000 AN LN U UL
620 640 6.60 6.80 7.00
a1 70 m/z 66.10 38.04%
4451 60 | 77 g5 | 105 116 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
69 ISR U S
104 6.20 6.40 6.60 6.80 7.00
5000 m/z 134.10 31.63%
3144 51 &
wwmmwmmwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl- R B e AR,
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 23.60%
5000

63
15 28 3 52 % 77 90 104 36

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 620 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080115\
Data File : BF080786.D

Acq On : 1 Aug 2015 17:59

Operator : TP/UM

Sample : G3125-11

Misc :

ALS Vial =: 72 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

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 Eicosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.80 2.06 ng 75577 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Tetradecane 198 C14H30 000629-59-4 72
3 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 72
4 1-lodo-2-methylundecane 296 C12H251 073105-67-6 64
5 Tridecane 184 C13H28 000629-50-5 64
Abundance Scan 762 (10.796 min): BF080786.D (-758) (-) m/z 57.05 100.00%
57
43
5000 oo
9 113 1040 10560 10,80 11,00 1120

m/z 43.10 64 .29%
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 TT 1T TTTT TTTT TT
85 10 40 10 60 10 80 11. 00 11. 20
29 m/z 71.10 43.45%
99
N =5 -
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 o m/z 85.10 36.99%
29

99 113127141155160 198
mmwmmmm
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #27141: Octane, 2,4,6-trimethyl-
57 10.40 10.60 10.80 11.00 11.20
23 m/z 41.05 25.27%
5000
71 g5
29

‘ “ “ 99 113127141 156

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 : BF080786.D

Acq On : 1 Aug 2015 17:59

Operator : TP/UM

Sample : G3125-11

Misc :

ALS Vial =: 72 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

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 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.89 4_47 ng 163989 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Tridecanoic acid 214 C13H2602 000638-53-9 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 80
4 Undecanoic acid 186 C11H2202 000112-37-8 72
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64
Abundance Scan 858 (11.893 min): BF080786.D (-856) (-) m/z 43.10 100.00%
43 60
73
5000
e 213 1160 1180 1200 1220
157 171 185 . . . .
— 143 199 << 227 256 m/z  60.00 89 . 45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 .o A
5000 UL AL SRR SURILN U
11.60 11.80 12.00 12.20
120 m/z 73.10 80.74%
Il \ H \H 98 1}5 \ 143157171185199213227239 2?6
m/z--> 25 J 80 100 120 150 160 180 200 220 240 260
Abundance
43 00 78 .
11!60 11!80 12)00 12)20
5000 29 m/z 55.10 75.45%
129
8 415 171 214
98 143157 | 185.g97
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83683: Pentadecanoic acid S H R ma s B e
4 60 7 11.60 11.80 12.00 12.20
m/z 57.05 74 .79%
29
5000
129 242
3 115 143
I,\l,,l,\,,”,\ H\ BT 1?717,1,1??,,\ 2% |

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 : BF080786.D

Acq On : 1 Aug 2015 17:59

Operator : TP/UM

Sample : G3125-11

Misc :

ALS Vial =: 72 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

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 Hexadecanoic acid, 1,1-dime... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.77 3.62 ng 95419 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 90
2 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 83
3 2,2-Dimethyl-1,3-butanediol 118 C6H1402 000076-35-7 37
4 Oxirane, 2,3-bis(l-methylethyl)-... 128 C8H160 054644-32-5 37
5 1-Pentene, 2,4-dimethyl- 98 C7H14 002213-32-3 35
Abundance Scan 935 (12.773 min): BF080786.D (-933) (-) m/z 56.05 100.00%
56
5000 4
T 13030 200 1200 1300
239 257 - - - -
- ||..“.|.,':'-...'-,-..-..~,..|..,..??7....1?:5.. | M/z 57.10  55.67%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124099: Hexadecanoic acid, 1,1-dimethylethyl ester
56
5000 4 AU BN
73 1240 12.60 12.80 13.00
m/z 43.10 46 .65%
26 1 ‘ L ulll% 157 185 213 2?9 2?7 281 312
m/z--> 20 45 60 éo 100 150 150 160 180 200 220 240 260 280 300
Abundance
56
12.40 12,60 12.80 13.00
5000 a1 m/z 41.10 41 .35%
& 129 257
26 101 157 185 213 23 283 312
THTWWWTWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #8574: 2,2-Dimethyl-1,3-butanediol L B
56 12.40 12.60 12.80 13.00
m/z 55.10 31.09%
- | \_J\/\/\/\—A/\—/\/\—/\/
|, B 101118
mz-> 20 45 65 80 160 120 140 160 180 200 220 240 260 280 300 1240 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080115\
Data File : BF080786.D

Acq On : 1 Aug 2015 17:59

Operator : TP/UM

Sample : G3125-11

Misc :

ALS Vial =: 72 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

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 Tetratetracontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .17 4.91 ng 129577 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 53
2 Heptacosane, l1l-chloro- 414 C27H55CI 062016-79-9 53
3 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 50
4 Eicosane 282 C20H42 000112-95-8 50
5 Silane, trichlorooctadecyl- 386 C18H37CI3Si 000112-04-9 47
Abundance Scan 1057 (14.168 min): BF080786.D (-1053) (-) m/z 57.10 100.00%
57
5000
ﬂ |y 190 13150 14100 1420 1440
B I m/z 43.10 69.68%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172958: Tetratetracontane
57
5000 AR SURBL DU B B

13.80 14.00 14.20 14.40
m/z 71.10 47.11%

\\\H‘7 169 211 253 205 337 393 432463 505 561591

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
 EEEEEEE e R e
13.80 14.00 14.20 14.40
5000 m/z 55.10 42 .36%
97
127 183217 273309343378414
T T T e T e T T T e T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #36185: Decane, 3,8-dimethyl- R e EEaE L
57 13.80 14.00 14.20 14.40
m/z 85.10 32.96%
5000
% 113
O Y N —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080115\
Data File : BF080786.D

Acq On : 1 Aug 2015 17:59

Operator : TP/UM

Sample : G3125-11

Misc :

ALS Vial =: 72 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

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 12
R.T. EstConc Area Relative to ISTD R.T.
14.75 2.66 ng 72869 Perylene-d12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide, (Z)- 281 C18H35N0 000301-02-0 93
2 7-Nonenamide 155 C9H17NO 090949-53-4 59
3 Pentadecanamide, 15-bromo- 319 C15H30BrNO 1000163-86-1 53
4 Dodecanamide 199 C12H25N0 001120-16-7 50
5 d-Glucosamine 179 C6H13NO5 000090-77-7 47
Abundance Scan 1108 (14.751 min): BF080786.D (-1106) (-) m/z 59.10 100.00%

5000

14.40 14.60 14.80 15.00
m/z 72.10 58.33%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #106874: 9-Octadecenamide, (2)-
59
5000 ||||||||||||A|||||||||||

14.40 14.60 14.80 15.00
m/z 55.10 46.22%

H \‘\ \‘\ \H il M \7136 154 184 220 238 26428\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
59
A mma s
14.40 14.60 14.80 15.00
5000 m/z 41.10 41 .50%
41
81 98 126 155
W@mﬁmmwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #127468: Pentadecanamide, 15-bromo- R e EEaE L
59 14.40 14.60 14.80 15.00
m/z 43.10 31.20%
5000
41 240
L L, 88 114 42 170 195212 | 262078 304321

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14.40 14 60 14. 80 15. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080115\
Data File : BF080786.D

Acq On : 1 Aug 2015 17:59

Operator : TP/UM

Sample : G3125-11

Misc :

ALS Vial =: 72 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

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 Heptacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

15.87 2.80 ng 76864 Perylene-d12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Hentriacontane 437 C31H64 000630-04-6 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Hexatriacontane 507 C36H74 000630-06-8 86
5 Tetracosane 338 C24H50 000646-31-1 80

Abundance Scan 1206 (15.871 min): BF080786.D (-1203) (-) m/z 57.10 100.00%

57

5000 85

%

113 15.60 15.80 16.00 16.20
155
193
e L > 198 e “m/z 43.10 60.67%
m/z--> 50 100 150 200 250 300 350 400
Abundance #151555: Heptacosane

—

:

5000 85 LA L L L L LN
15.60 15.80 16.00 16.20
m/z 71.10 49.19%
29 113 141
h‘ A | “ nh\ n‘\‘ H {0y \1(?9‘197 225 253 281 309 337 380
i L i e o o o o B L AR AN B e o e e B
m/z--> 50 100 150 200 250 300 350 400
Abundance
57

15.60 15.80 16.00 16.20

5000 m/z 85.10 40.21%
85
29 113 149
169 197 225 253 280 309 351 379 407 436
T T T T T e P e e o T
m/z--> 50 100 150 200 250 300 350 400
Abundance #155177: Octacosane
57 15.60 15.80 16.00 16.20
m/z 55.10 17 .34%
5000 85
29 113 40
1Ly 77,242 169 197 225 253 281 309 337 365 394
e T o e e e e ! R B
m/z--> 50 100 150 200 250 300 350 400 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080115\
Data File : BF080786.D

Acq On : 1 Aug 2015 17:59

Operator : TP/UM

Sample : G3125-11

Misc :

ALS Vial =: 72 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

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 Testosterone Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

18.32 4.90 ng 134343 Perylene-d12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Testosterone 288 C19H2802 000058-22-0 50
2 Androst-4-en-3-one, 17-hydroxy-,... 288 C19H2802 000604-39-7 41
3 5.beta.-Androstan-3.alpha.,11.al... 308 C19H3203 032212-61-6 32
4 5-Chlorovaleric acid, 2,6-dimeth... 284 C16H25CI102 1000292-48-0 32
5 Testosterone Propionate 344 C22H3203 000057-85-2 25

Abundance Scan 1420 (18.317 min): BF080786.D (-1415) (-) m/z 124.10 100.00%

4

5000

18.00 18.20 18.40 18.60
m/z 43.10  77.52%

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #111023: Testosterone

18.I00 18.I20 18.I40 18!60
m/z 55.10  64.94%

5000

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance

124

18.00 18.20 18.40 18.60
5000 m/z 57.10 53.95%
288

91 147
246
108 164 185203 228”7 579

WWWWTWWTWWWW
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #121846: 5.beta.-Androstan-3.alpha.,11.alpha., 17.beta.-triol B BEmma B B
18.00 18.20 18.40 18.60

m/z 229.20 41.01%

5000

T T
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080115\
Data File : BF080786.D

Acq On : 1 Aug 2015 17:59

Operator : TP/UM

Sample : G3125-11

Misc :

ALS Vial =: 72 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

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 Cycloheptane, 4-methylene-1... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.72 11.92 ng 327005 Perylene-d12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cycloheptane, 4-methylene-1-meth... 204 C15H24 1000159-38-5 52
2 Spiro[2.5]octane, 5,5-dimethyl-4._._. 208 C14H240 077143-32-9 50
3 1-Cycloheptene, 1,4-dimethyl-3-(... 204 C15H24 1000159-38-6 38
4 Ethanol, 2-(3,3-dimethylbicyclo[... 166 C11H180 002226-05-3 38
5 1-(4-Ethoxyphenyl)-2-propanone o... 193 C11H15NO2 319913-93-4 27
Abundance Scan 1630 (20.717 min): BF080786.D (-1624) (-) m/z 55.05 100.00%
107
5000
407
271|3?° 20.40 20.60 20.80 21.00
L Tm/z 107.10 88.75%
miz--> 50 100 150 200 250 300 350 400
Abundance #58793: Cycloheptane, 4-methylene-1-methyl-2-(2-methyl-1-p...
41 81]'7
5000
133 161 20.40 20.60 20.80 21.00
189 m/z 81.00 74.14%
T |‘|“|‘ﬁ|‘||||| T
miz--> 50 100 150 200 250 300 350 400
Abundance
43
135 UL AR SRR
107 20.40 20.60 20.80 21.00
5000 81 165 m/z 43.10 71.85%
165
mz-> 50 100 150 200 250 300 350 400
Abundance #58773: 1-Cycloheptene, 1,4-dimethyl-3-(2-methyl-1-propene... B BEmma B R
107 20.40 20.60 20.80 21.00
m/z 96.05 71.68%
43
5000 81 135
[ 161 204
,,,,iﬁggélhlll S
miz--> 50 100 150 200 250 300 350 400 20.40 20.60 20.80 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080115\
Data File : BF080786.D

Acq On : 1 Aug 2015 17:59

Operator : TP/UM

Sample : G3125-11

Misc :

ALS Vial =: 72 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

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 unknown2l1l.24 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.24 4.65 ng 127568 Perylene-di12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3,7-Cyclodecadien-1-one, 3,7-dim... 218 C15H220 006902-91-6 30
2 4,8-Methanoazulen-9-ol, decahydr... 222 C15H260 004586-22-5 16
3 _.beta.-Elemenone 218 C15H220 020303-60-0 12
4 5H-3,5a-Epoxynaphth[2,1-c]Joxepin... 278 C18H3002 001153-35-1 11
5 2-Naphthaldehyde, 1,2,3,4-tetrah... 190 C12H1402 002472-02-8 11

Abundance Scan 1676 (21.243 min): BF080786.D (-1669) (-) m/z 221.20 100.00%

41 55 6 189 231

5000 161175
282
21.00 21.20 21.40
, m/z 135.10 99.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #68219: 3,7-Cyclodecadien-1-one, 3,7-dimethyl-10-(1-methyl...
107 135

5000
21.00 21.20 21.40

m/z 189.20 96 .86%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 109 135 189
95 R B
21.00 21.20 21.40
5000 29 69 m/z 55.05 92.02%
204 222
149163

Wmmﬁ‘mmﬁw’wwrmmﬁ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #68178: .beta.-Elemenone L B

107121135 21.00 21.20 21.40
m/z 69.05 92.02%

41 03
5000 67
150
\ HH‘ ‘ ‘\ l | \‘ s 2032:!-8
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 21.00 21.20 21.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080115\
Data File : BF080786.D

Acq On : 1 Aug 2015 17:59

Operator : TP/UM

Sample : G3125-11

Misc :

ALS Vial =: 72 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]
Propane, 1,1-dime... 2.19 2.3 ng 79666 1 6.85 694430 20.0
unknown4 .38 4_.38 2.5 ng 85070 1 6.85 694430 20.0
3-Penten-2-one, 4. .. 4.41 6.3 ng 220264 1 6.85 694430 20.0
2-Pentanone, 4-hy... 5.05 57.7 ng 2002360 1 6.85 694430 20.0
2-Pentanone, 4-me. .. 5.86 2.2 ng 75022 1 6.85 694430 20.0
unknown6.61 6.61 57.2 ng 1984690 1 6.85 694430 20.0
Eicosane 10.80 2.1 ng 75577 4 11.37 734219 20.0
n-Hexadecanoic acid 11.89 4.5 ng 163989 4 11.37 734219 20.0
Hexadecanoic acid... 12.77 3.6 ng 95419 5 13.98 527375 20.0
Tetratetracontane 1417 4.9 ng 129577 5 13.98 527375 20.0
9-Octadecenamide, ... 14.75 2.7 ng 72869 6 15.40 548568 20.0
Heptacosane 15.87 2.8 ng 76864 6 15.40 548568 20.0
Testosterone 18.32 4.9 ng 134343 6 15.40 548568 20.0
Cycloheptane, 4-m... 20.72 11.9 ng 327005 6 15.40 548568 20.0
unknown21.24 21.24 4.7 ng 127568 6 15.40 548568 20.0
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