LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070116\
Data File : BF088594.D

Acq On > 2 Jul 2016 1:07

Operator : UM/SJ

Sample - H3816-08

Misc :

ALS Vial : 29 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-BF063016.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 1.735 12 13 23 rvB 528828 807487 14.27% 2.337%
2 1.861 23 24 39 rVvB 2458786 5659177 100.00% 16.379%
3 2.055 39 41 76 rvB2 160114 816136 14.42% 2.362%
4 3.050 125 128 137 rVB 71006 139137 2.46% 0.403%
5 4.981 294 297 300 rBVY 296301 391212 6.91% 1.132%

5.404 331 334 336 rBV 2466279 2453956 43.36% 7.102%
6.444 421 425 427 rBV 2297047 2913180 51.48% 8.431%
436 439 rBV 2123526 2548130 45.03% 7.375%
6.810 454 457 459 rBvV 786657 772651 13.65% 2.236%
6.959 468 470 473 rVB 1576010 2169465 38.34% 6.279%

(@R {cNec R NNe))
(0}
)]
\l
o
I
w
N

11 7.370 503 506 508 rBV 1799789 1733983 30.64% 5.018%
12 8.090 567 569 571 rBV 1224314 1020846 18.04% 2.955%
13 9.165 661 663 666 rBY 2151811 2916522 51.54% 8.441%
14 9.565 695 698 700 rvB 383598 374670 6.62% 1.084%
15 9.839 720 722 724 rBV 1009701 962001 17.00% 2.784%

16 10.628 788 791 793 rBvV 1222782 1317022 23.27% 3.812%
17 11.199 839 841 843 rBV 110907 108132 1.91% 0.313%
18 11.314 849 851 855 rvB 616529 875724 15.47% 2.535%
19 11.394 855 858 861 rvv3 57302 98242 1.74% 0.284%
20 11.565 870 873 877 rvV 78077 159073 2.81% 0.460%

21 11.634 877 879 882 rvV 71268 113579 2.01% 0.329%
22 12.388 942 945 952 rBV3 101454 237172 4._.19% 0.686%
23 12.525 955 957 959 rvB 186235 167010 2.95% 0.483%
24 12.754 973 977 979 rBV 125352 183930 3.25% 0.532%
25 12.902 988 990 993 rvvV 2163929 1926586 34.04% 5.576%

26 13.142 1009 1011 1013 rBV 55556 77165 1.36% 0.223%
27 13.359 1027 1030 1031 rBV 88108 96579 1.71% 0.280%
28 13.817 1068 1070 1078 rVB 130068 201781 3.57% 0.584%
29 13.942 1078 1081 1086 rVB 1042214 1071522 18.93% 3.101%
30 14.457 1121 1126 1131 rBV3 58014 149851 2.65% 0.434%

31 14.868 1159 1162 1164 rBV 123767 170635 3.02% 0.494%
32 14.948 1166 1169 1175 rVV 58223 118235 2.09% 0.342%
33 15.051 1175 1178 1179 rVvV 82973 118588 2.10% 0.343%
34 15.085 1179 1181 1189 rVV3 128069 310224 5.48% 0.898%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070116\
Data File : BF088594.D

Acq On > 2 Jul 2016 1:07

Operator : UM/SJ

Sample - H3816-08

Misc :

ALS Vial : 29 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-BF063016.-M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 15.280 1196 1198 1201 rVV 46438 56797 1.00% 0.164%

36 15.348 1201 1204 1206 rVvVv 419275 567594 10.03% 1.643%
37 15.588 1222 1225 1228 rVB 79117 103144 1.82% 0.299%
38 15.805 1241 1244 1247 rBV 117587 168915 2.98% 0.489%
39 15.874 1247 1250 1260 rVV5 32846 120225 2.12% 0.348%
40 16.537 1305 1308 1315 rVB2 70898 134146 2.37% 0.388%

41 16.823 1330 1333 1336 rBvV 39936 80140 1.42% 0.232%

42 17.280 1369 1373 1381 rVB6 28763 83820 1.48% 0.243%

43 17.863 1420 1424 1432 rVB3 18790 57573 1.02% 0.167%
Sum of corrected areas: 34551957
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070116\
Data File : BF088594.D

Acq On > 2 Jul 2016 1:07

Operator : UM/SJ

Sample - H3816-08

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF088594.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070116\
Data File : BF088594.D

Acq On > 2 Jul 2016 1:07

Operator : UM/SJ

Sample - H3816-08

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3 Furan, tetrahydro-2-(methox... Concentration Rank 4

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

2.06 21.13 ng 816136 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Furan, tetrahydro-2-(methoxymeth... 116 C6H1202 019354-27-9 50
2 2-Oxo-n-valeric acid 116 C5H803 001821-02-9 38
3 Furan-2-carbonyl chloride, tetra... 134 C5H7CIO2 052449-98-6 35
4 Butanoic acid, 2-propenyl ester 128 C7H1202 002051-78-7 35
5 Butanoic acid, anhydride 158 C8H1403 000106-31-0 32

Abundance Scan 41 (2.055 min): BF088594.D (-39) (-) m/z 71.10 100.00%
7
43
5000
53 ‘ o 180 200 220 240
Ol L2 8 Tw/z 43.10  72.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8207: Furan, tetrahydro-2-(methoxymethyl)-
7
43
5000

1.80 2.00 2.20 2.40
m/z 75.10 55.84%

29
15 7 37“\“ 51 58 65

0 ‘ 84 97 116
B I s B B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43
71 IIIIIIIIIIIIIIIIIIIIII
1.80 2.00 2.20 2.40
5000 m/z 41.05 50.66%
27
o 15 37 o5 8187 99 116
e R M o e AR AERES R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #15065: Furan-2-carbonyl chloride, tetrahydro- R AARABEER R
71 1.80 2.00 2.20 2.40
m/z 45.10 49.28%
43
5000 7
0 “\ 3%‘\ 55 63 | 78 9197 106 119
R B R B I L B e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 1.80 2.00 220 2.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070116\
Data File : BF088594.D

Acq On > 2 Jul 2016 1:07

Operator : UM/SJ

Sample - H3816-08

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 (S)-(+)-1,2-Propanediol Concentration Rank 17

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

3.05 3.60 ng 139137 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 64
2 Propylene Glycol 76 C3H802 000057-55-6 43
3 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 43
4 Isopropyl Alcohol 60 C3H80 000067-63-0 40
5 Formamide 45 CH3NO 000075-12-7 7

Abundance Scan 128 (3.050 min): BF088594.D (-125) (-) m/z 45.10 100.00%
45
5000
36394 57 61 g6 2.80 3.00 3.20 3.40
oup”qmquupmp”w””““ﬁﬁlmq“”muﬂuwuq““pm“”qmq””, m/z 43.10 18.24%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #946: (S)-(+)-1,2-Propanediol
45
5000 ISR RS LR
2.80 3.00 3.20 3.40
m/z 61.00 6.39%
o 15 19 27‘%1 3942 53 57 61 75
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
45
280 300 320 340
5000 m/z 44.10 5.95%
29 61
1519 26|33 3942 53 57 7376

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90

Abundance #944: R-(-)-1,2-propanediol LA .A, A D
45 2.80 3.00 3.20 3.40

m/z 42.10 3.58%

5000

29
19
12177 26 33 394#\ 53 57 61 76

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 2.80 3.00 3.20 3.40

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070116\
Data File : BF088594.D

Acq On > 2 Jul 2016 1:07

Operator : UM/SJ

Sample - H3816-08

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 5 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

4.98 10.13 ng 391212 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 Butane, l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 297 (4.981 min): BF088594.D (-294) (-) m/z 43.05 100.00%
a3
59
5000
i a5 k0 500 520 540
83 : : : : :
0...,....,....,....','::..5,0..'51,...‘.3?....,.-...,...:,|....,....,....,....,...., m/z 59.10 60.22%
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 AR AN RS RN
460 4.80 5.00 5.20 5.40
59 m/z 101.10 21.27%
27 ‘ g3 o 101
0"w""v"“ﬂ§4'\l“'?%"w"q?v"'l“"?}“‘l"“l"'w""v"'l“"l
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
- 460 480 500 520 540
5000 m/z 58.10 16.50%
29 101
o 2 73 83
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 e
59 460 4.80 5.00 5.20 5.40
m/z 41.10 9.24%
5000 41
68
|| s0 126 142 a
0”'P“W'”W”'W“”I””P'”P”'P”W'”W”'W”“I””P'”P“'I AR AN LN RN R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070116\
Data File : BF088594.D

Acq On > 2 Jul 2016 1:07

Operator : UM/SJ

Sample - H3816-08

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.57 Concentration Rank 2

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

6.57 65.96 ng 2548130 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
3 (5-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 10
4 2-Cyclohexen-1-one 96 C6H80 000930-68-7 10
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 9

Abundance Scan 436 (6.570 min): BF088594.D (-434) (-) m/z 132.00 100.00%
32
5000 68
6 T[T rrr[rrrr[rrrr[rrrryJr
40 54 ‘ 75 104 6.20 6.40 6.60 6.80 7.00
Ok A S :!.'.|,....,..f.‘?,....,.'!..,.1.1?.,...., | M- m/z 68.10 50.10%
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 AR U U
6.20 6.40 6.60 6.80 7.00
78 m/z 134.00 32.05%
31 38 ?1
O T T P T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 6.0 6.60 6.80 7.00
5000 m/z 66.10 31.78%
33 44 g7 105
51 60 70 78 g 115
O R R o B R B O A
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile R o AR
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 20.13%
5000
92
o273 Sl s \ m L
m/z--> 20 30 40 50 60 70 8 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\BF070116\
Data File : BF088594.D

Acq On > 2 Jul 2016 1:07

Operator : UM/SJ

Sample - H3816-08

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 8 1-Tetradecanol Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.57 3.63 ng 159073 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Tetradecanol 214 C14H300 000112-72-1 91
2 n-Tridecan-1-ol 200 C13H280 000112-70-9 91
3 4-Heptafluorobutyryloxyhexadecane 438 C20H33F702 1000282-97-2 91
4 1-Hexadecanol 242 C16H340 036653-82-4 91
5 5-Octadecene, (E)- 252 C18H36 007206-21-5 91
Abundance Scan 873 (11.565 min): BF088594.D (-870) (-) m/z 55.10 100.00%
69 83
41
5000
11.20 1140 11.60 11.80
Otk m/z 69.10 89.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72861: 1-Tetradecanol
41 55 g
83
5000 LRI UL I UL
1120 11.40 11.60 11.80
m/z 83.10 88.50%
O.HPM”M”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55 69 83
41 R SN BRI SR S I
97 11.20 11.40 11.60 11.80
5000 m/z 43.10 86.82%
111
125
. A 140 182
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #224101: 4-Heptafluorobutyryloxyhexadecane A B e
11.20 11.40 11.60 11.80
m/z 41.10 71.53%
5000
2 111
o 125 150 169183 200 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1120 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070116\
Data File : BF088594.D

Acq On > 2 Jul 2016 1:07

Operator : UM/SJ

Sample - H3816-08

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 n-Heptadecanol-1 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.39 5.42 ng 237172 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Heptadecanol-1 256 C17H360 001454-85-9 95
2 n-Nonadecanol-1 284 C19H400 001454-84-8 95
3 1-Hexadecanol 242 C16H340 036653-82-4 95
4 3-Chloropropionic acid, heptadec... 346 C20H39CI102 1000283-05-1 91
5 1-Heneicosanol 312 C21H440 015594-90-8 91

Abundance Scan 945 (12.388 min): BF088594.D (-942) (-) m/z 83.05 100.00%

556 69

5000

-

12.00 12.20 12.40 12.60 12.80
m/z 55.10 97.85%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107662: n-Heptadecanol-1
55 83

97

:

12)00 12!20 12!40 12feo 12!80
125 m/z 43.10 87 .04%

139154168182196210 238

5000

04
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
55 g 83 97
A —
a 12.00 12.20 12.40 12.60 12.80
5000 111 m/z 69.05  85.53%
125
oL 139154168182196210223238 266
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
I I I I I

Abundance #95987: 1-Hexadecanol I A e oS
83 12.00 12.20 12.40 12.60 12.80

97 m/z 57.10 77 .88%

5000

125

:

140154168 196 224
RS B o o R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070116\
Data File : BF088594.D

Acq On > 2 Jul 2016 1:07

Operator : UM/SJ

Sample - H3816-08

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Nonadecyl pentafluoropropio... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.82 3.77 ng 201781 Chrysene-d12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
2 Isobutyl tetradecyl carbonate 314 C19H3803 959275-58-2 91
3 Tricosyl pentafluoropropionate 486 C26H47F502 1000351-81-0 91
4 Trichloroacetic acid, pentadecyl... 372 C17H31CI302 074339-53-0 87
5 3-Chloropropionic acid, heptadec... 346 C20H39CI02 1000283-05-1 81
Abundance Scan 1070 (13.817 min): BF088594.D (-1068) (-) m/z 57.10 100.00%
57
5000
1139 1360 13.80 14.00 14.20
ol '- b T m/z 43.10 82.48%
m/z--> 50 150 200 250 300 350 400 450
Abundance #222139 Nonadecy! pentafluoropropionate
57
5000 LI UL UL UL B
125 13.60 13.80 14.00 14.20
m/z 55.10 71.87%
L2 ‘ \\ \h ‘\‘ ‘\‘1?3 182210 238 266 _ 311 412
m/z--> 50 250 300 350 400 450
Abundance
57
1360 13.80 14.00 14.20
5000 m/z 83.10 69.79%
83
0 29 e 139 168 196
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #233557: Tricosyl pentafluoropropionate T
57 13.60 13.80 14.00 14.20

m/z 69.10 66.19%

97
5000
125
29
‘ | 468

| 128 161 210 238 264 294 322 _ 367

0 ﬂu,....,.t 7 L o o o BRI IR R N e R S R

m/z--> 50 100 150 200 250 300 350 400 450 13 60 13. 80 14. OO 14. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070116\
Data File : BF088594.D

Acq On > 2 Jul 2016 1:07

Operator : UM/SJ

Sample - H3816-08

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 11 1-Heneicosanol Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14.46 2.80 ng 149851 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 1-Heptacosanol 396 C27H560 002004-39-9 93
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 92
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 91
Abundance Scan 1126 (14.457 min): BF088594.D (-1121) (-) m/z 57.10 100.00%
57 83
5000 1 v¢~\j\L,Am_\_jM\,~\~AJNM~/\f-
240 R SR U B SO
l139 191 $ 14.20 14.40 14.60 14.80
o JJlm....'ﬂ... e I B e m/z 83.10 85.45%
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
55 83
5000 LI B UL B SRR
14:20 14.40 14.60 14.80
2 m/z 97.10 77.49%
m/z--> 50 250 300 350
Abundance
55 83
14.20 14.40 14.60 14.80
5000 11 m/z 55.10 74.01%
29
0 139 167 196 224 252 280 308 J\KJ\AJLyﬁV/\\F\ﬂwAANﬂL“
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol R A REERE EEREE S L
57 7 14.20 14.40 14.60 14.80
m/z 43.10 73.91%
5000
125
o 21 ’ | L L1534181 209 236 264 292 320 350 378
m/z--> 50 100 150 200 250 300 350 14:20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070116\
Data File : BF088594.D

Acq On > 2 Jul 2016 1:07

Operator : UM/SJ

Sample - H3816-08

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 13 Heptadecane, 9-octyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.05 4.18 ng 118588 Perylene-di12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 83
2 Triacontane 422 C30H62 000638-68-6 83
3 Octacosane 394 C28H58 000630-02-4 83
4 Heptadecane 240 C17H36 000629-78-7 83
5 2-methyloctacosane 408 C29H60 1000376-72-8 83
Abundance Scan 1178 (15.051 min): BF088594.D (-1175) (-) m/z 57.10 100.00%
g7
85
5000
252
|“3 141 1480 15.00 15.20 15.40
169 221 : : : :
oAb e erza om0 79, 00%
m/z--> 50 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl-
57
5000 85 UL SUMILE SO SRR B
14.80 15.00 15.20 15.40
m/z 85.10 55.87%
ol [ 00 10 BE ey 0n sy 3w
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
1480 15.00 15.20 15.40
5000 85 m/z 43.10 54 _.22%
113
oL29 141 169 197 225 253 281 309 337 365 393 422
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane e RARREEE RS
7 14.80 15.00 15.20 15.40
m/z 252.10 29.80%
5000 85
29
oL Ll (113 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 400 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070116\
Data File : BF088594.D

Acq On > 2 Jul 2016 1:07

Operator : UM/SJ

Sample - H3816-08

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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-Heptacosanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.09 10.93 ng 310224 Perylene-d12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 95
2 1l-Heneicosanol 312 C21H440 015594-90-8 95
3 Behenic alcohol 326 C22H460 000661-19-8 95
4 n-Tetracosanol-1 354 C24H500 000506-51-4 95
5 n-Nonadecanol-1 284 C19H400 001454-84-8 95
Abundance Scan 1181 (15.085 min): BF088594.D (-1179) (-) m/z 83.10 100.00%
7
R BRI AL B
167 191 239 268 14.80 15.00 15.20 15.40
0 m/z 57.10 97.61%
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57 97
5000 LR B BRI B B
125 14.80 15.00 15.20 15.40
m/z 97.10 96 .55%
L 2L L1011 509 296 oma 200 a0 350 318
m/z--> 50 100 150 200 250 300 350
Abundance
55 83
14,80 15.00 15.20 15.40
5000 111 m/z 55.10 90.73%
29
o 139 167 106 238 266 204 VAVAA\J\~\JJ\\\\h-foM_/
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol Al Eama s B
83 14.80 15.00 15.20 15.40
m/z 43.10 82.67%
0 l\ y ” \ \ ‘L ‘L J\ n 167 196 224 252 280 308
m/z--> 100 150 200 250 300 350 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070116\
Data File : BF088594.D

Acq On > 2 Jul 2016 1:07

Operator : UM/SJ

Sample - H3816-08

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 15 Oxirane, hexadecyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.59 3.63 ng 103144 Perylene-d12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
2 Hexadecanal 240 C16H320 000629-80-1 83
3 1,19-Eicosadiene 278 C20H38 014811-95-1 74
4 Pentadecanal- 226 C15H300 002765-11-9 58
5 1,13-Tridecanediol, diacetate 300 C17H3204 042236-70-4 58

Abundance Scan 1225 (15.588 min): BF088594.D (-1222) (-) m/z 57.10 100.00%

5000

8

15.20 15.40 15.60 15.80 16.00
m/z 43.10 89.16%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117616: Oxirane, hexadecyl-

g

15.20 15.40 15.60 15.80 16.00
m/z 82.10 83.50%

5000

152166180194208222236250 267

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 82
R e R EAREE n
96 15.20 15.40 15.60 15.80 16.00
5000 m/z 83.10 61.12%
29

1054
13815216610 196 222 240

2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #126192: 1,19-Eicosadiene S
55 15.20 15.40 15.60 15.80 16.00
82 m/z 55.10 59.96%

M
5000
110

0 27 I | 152166180194208222236250 278
e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.20 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070116\
Data File : BF088594.D

Acq On > 2 Jul 2016 1:07

Operator : UM/SJ

Sample - H3816-08

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-methyloctacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.81 5.95 ng 168915 Perylene-d12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methyloctacosane 408 C29H60 1000376-72-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Eicosane, 2-methyl- 296 C21H44 001560-84-5 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Octacosane 394 C28H58 000630-02-4 90
Abundance Scan 1244 (15.805 min): BF088594.D (-1241) (-) m/z 57.10 100.00%
g7
5000
LISNA SURBUE SUNIUILS BN B
141 169 15.40 15.60 15.80 16.00 16.20
o,I ‘|11.'- Ao e s | m/z 71.10 73.65%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
5000 85 N U UM U B
15.40 15,60 15.80 16.00 16,20
113 m/z 43.10 56 .84%
o2 MHL H ‘1$1 169 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350 '
Abundance
57
o 15.40 15.60 15.80 16.00 16.20
5000 m/z 85.10 52 .69%
29 113
0 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 '
Abundance #141429: Eicosane, 2-methyl- LN AT T e e e
57 15.40 15.60 15.80 16.00 16.20
m/z 55.05 22 .58%
85
29
0 |‘ 1| T " J 1?“-3 | 141 169 197 253 281
m/z--> 50 100 150 200 250 300 350 ' 15.40 15,60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070116\
Data File : BF088594.D

Acq On > 2 Jul 2016 1:07

Operator : UM/SJ

Sample - H3816-08

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 17-Pentatriacontene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.87 4.24 ng 120225 Perylene-d12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 91
2 1-Heptacosanol 396 C27H560 002004-39-9 87
3 1-Hexadecanesulfonyl chloride 324 C16H33CI02S 038775-38-1 83
4 11-Methyldodecanol 200 C13H280 085763-57-1 80
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 80
Abundance Scan 1250 (15.874 min): BF088594.D (-1247) (-) m/z 57.10 100.00%
57 83
5000
139965 207 15,60 15.80 16.00 16.20
Ok m/z 83.10 89.18%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #234186: 17-Pentatriacontene
57
5000 LI UL BULLLE UL B
15. 60 15. 80 16. oo 16. 20
29 125 m/z 97.10 78.71%
ob ik “ “H \‘H m\u u‘u “\. b ?1?99‘?36 267292320 348 376 406 434 462 490
miz--> 0 50 250 300 350 400 450
Abundance
57 97
1560 15.80 16.00 16.20
5000 m/z 43.10 76.00%
125
o 29 153 181 209236 264 292 320 350 378
miz--> 0 55 160 1%0 260 2éo 360 3%0 460 4%0 '
Abundance #164026: 1-Hexadecanesulfonyl chloride e BEREE RS
57 15.60 15.80 16.00 16.20
83 m/z 69.10 68.87%
5000 111
29
[139167196224 271 g5
OIII\I |J||| |||||l||| — T — —T — T T |||||||||||||||||||
miz--> 0 55 160 1%0 260 2éo 360 3%0 460 4%0 ' 1560 1580 1600 1620
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070116\
Data File : BF088594.D

Acq On > 2 Jul 2016 1:07

Operator : UM/SJ

Sample - H3816-08

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 18 1,19-Eicosadiene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.54 4.73 ng 134146 Perylene-d12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,19-Eicosadiene 278 C20H38 014811-95-1 93
2 Oxirane, hexadecyl- 268 C18H360 007390-81-0 90
3 Octadecanal 268 C18H360 000638-66-4 90
4 Heptadecanal 254 C17H340 1000376-70-0 87
5 Tetradecanal 212 C14H280 000124-25-4 86
Abundance Scan 1308 (16.537 min): BF088594.D (-1305) (-) m/z 57.10 100.00%

7

82

:

5000
124138 165 o1 208 216 16.20 16.40 16.60 16.80
01 m/z 43.10 80.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #126193: 1,19-Eicosadiene
55
41

16.I20 16.I4O 16.I60 16.I80
m/z 82.05 79.83%

5000

110

123 138152165 180194208222 236250263 278

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 82
96 UL AR AR
57 16.20 16.40 16.60 16.80
5000{ 29 m/z 83.10 57.29%

110
24138
0 152166180194208222236250 268

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

Abundance #117605: Octadecanal R R RS S
16.20 16.40 16.60 16.80

m/z 55.10 57.17%

%

5000

:

110
250

124
138152166180194208222535

I T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.20 16.40 16.60 16.80

8270-BF063016.-M Tue Jul 05 04:52:24 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070116\
Data File : BF088594.D

Acq On > 2 Jul 2016 1:07

Operator : UM/SJ

Sample - H3816-08

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 19 Pentacosane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
16.82 2.82 ng 80140 Perylene-di12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 Octacosane 394 C28H58 000630-02-4 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Hentriacontane 437 C31H64 000630-04-6 87
5 2-methyloctacosane 408 C29H60 1000376-72-8 87
Abundance Scan 1333 (16.823 min): BF088594.D (-1330) (-) m/z 57.10 100.00%
57
85
5000
L[ o 1660 16,80 17160 17120
I '“-'--'..,-....,.'.......,...., m/z 71.10 69.43%
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57
5000 85 L S BRI B B
16. 60 16 80 17. oo 17. 20
113 m/z 85.10 55.42%
o, 220 Ly T T 199189211 230 267 205 323 352
m/z--> 55 100 1%0 260 2éo 360 3éo '
Abundance
57
" 16,60 16.80 17.00 17.20
5000 85 m/z 43.10 55.12%
29 118 441
0 169 197 225 253 281 309 337 365 394
m/z--> 55 160 150 260 250 360 3éo '
Abundance #141426: Heneicosane R  RREEEEES e
57 16.60 16.80 17.00 17.20
m/z 55.10 20.58%
85
29 113
ol L 77,141 369 107 225 253 296
m/z--> 55 100 1%0 260 2éo 360 3éo ' 1660 1680 1700 1720
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070116\
Data File : BF088594.D

Acq On > 2 Jul 2016 1:07

Operator : UM/SJ

Sample - H3816-08

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.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]
Furan, tetrahydro... 2.06 21.1 ng 816136 1 6.81 772651 20.0
S)-(+)-1,2-Propa... 3.05 3.6 ng 139137 1 6.81 772651 20.0
2-Pentanone, 4-hy... 4_.98 10.1 ng 391212 1 6.81 772651 20.0
unknown6 .57 6.57 66.0 ng 2548130 1 6.81 772651 20.0
1-Tetradecanol 11.57 3.6 ng 159073 4 11.31 875724 20.0
n-Heptadecanol-1 12.39 5.4 ng 237172 4 11.31 875724 20.0
Nonadecyl pentafl... 13.82 3.8 ng 201781 5 13.94 1071520 20.0
1-Heneicosanol 14.46 2.8 ng 149851 5 13.94 1071520 20.0
Heptadecane, 9-oc... 15.05 4.2 ng 118588 6 15.35 567594 20.0
1-Heptacosanol 15.09 10.9 ng 310224 6 15.35 567594 20.0
Oxirane, hexadecyl- 15.59 3.6 ng 103144 6 15.35 567594 20.0
2-methyloctacosane 15.81 6.0 ng 168915 6 15.35 567594 20.0
17-Pentatriacontene 15.87 4.2 ng 120225 6 15.35 567594 20.0
1,19-Eicosadiene 16.54 4.7 ng 134146 6 15.35 567594 20.0
Pentacosane 16.82 2.8 ng 80140 6 15.35 567594 20.0
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