LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG022716\
Data File : BG021144.D

Aca On : 28 Feb 2016 10:03

Operator : UM/SJ

Sample : H1558-17

Misc :

ALS Vial : 61 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1\BNA G\METHODS\8270-BG022616.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 3.084 37 42 62 rvv 1209815 1665622 100.00% 25.342%
2 3.231 62 67 76 rvB 15553 29574 1.78% 0.450%
3 5.258 405 412 421 rVB 51575 79253 4._.76% 1.206%
4 5.722 484 491 498 rVB 229933 365559 21.95% 5.562%
5 7.315 754 762 771 rBV 254439 433592 26.03% 6.597%

6 7.697 820 827 834 rBB 241857 405159 24.32% 6.164%
7 8.167 900 907 915 rBB 34777 56327 3.38% 0.857%
8 8.490 955 962 969 rBB 156377 265723 15.95% 4.043%
9 9.330 1097 1105 1113 rBB 158074 272075 16.33% 4.140%
10 10.975 1378 1385 1392 rBB 53401 91673 5.50% 1.395%
11 13.402 1791 1798 1804 rBV 386307 581550 34.91% 8.848%
12 14.218 1931 1937 1944 rBB 52291 75522 4_.53% 1.149%
13 14.771 2025 2031 2039 rVB2 87562 133735 8.03% 2.035%
14 15.593 2167 2171 2176 rVB 16805 20652 1.24% 0.314%
15 16.251 2272 2283 2290 rBV 337565 508159 30.51% 7.732%
16 16.451 2312 2317 2320 rBV 16622 22008 1.32% 0.335%
17 17.503 2490 2496 2503 rBv2 112987 165049 9.91% 2.511%
18 18.372 2640 2644 2650 rBV2 35252 47903 2.88% 0.729%
19 20.094 2931 2937 2943 rBV 694455 880415 52.86% 13.395%
20 20.764 3044 3051 3056 rBvV 19333 24743 1.49% 0.376%
21 21.386 3153 3157 3164 rBV 35035 53711 3.22% 0.817%
22 21.768 3215 3222 3230 rVB 112684 183615 11.02% 2.794%
23 23.255 3469 3475 3485 rBV2 14677 30861 1.85% 0.470%
24 23.478 3507 3513 3521 rVB4 9741 19120 1.15% 0.291%

25 25.047 3770 3780 3790 rBV2 59579 160888 9.66% 2.448%

Sum of corrected areas: 6572488
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022716\
Data File : BG021144.D

Aca On : 28 Feb 2016 10:03

Operator : UM/SJ

Sample : H1558-17

Misc :

ALS Vial : 61 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022616_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG021144.D
1200000 3|08

1000000
800000
600000

400000

5.72 7.31 7.70
200000 8.49 9.33

| lsas 5.26 8.17 10.98
e L e A
Time-> 300 350 400 450 500 550 600 650 7.00 7.50 800 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BG021144.D
1200000

1000000

800000
20.09

600000
13.40
400000 16.295

200000
14.77 17.50 21.77

1422 15.59 16.45 A 18.37 ZMG2¥9A
o] NSRS | SRS WD GO S SHDNEDS |-t D U | S Y S G S | S S S SHDS ESUS.

Time-->  13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance TIC: BG021144.D
1200000

1000000

800000

600000

400000

200000

25.05
23.28.48

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022716\
Data File : BG021144.D

Aca On : 28 Feb 2016 10:03

Operator : UM/SJ

Sample : H1558-17

Misc :

ALS Vial : 61 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022616_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown3.08 Concentration Rank 1

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

3.08 591.41 ng 1665620 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 38
2 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
3 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 9
4 1.3-Diaminoguanidine 89 CH7N5 004364-78-7 9
5 1,3-Dioxolane, 2-(3-bromo-5,5,5-... 352 C10H16BrCI1302 1000115-31-4 9

Abundance Scan 41 (3.078 min): BG021144.D (-37) (-) m/z 73.00 100.00%
73.0
43.0
5000
89.0 j\‘
55.0 300 320  3.40
o 1V SRS I M m/z 43.00 52.08%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4670: Propane, 2,2-dimethoxy-
73.0
5000 43.0 L L L R
3.00 320  3.40
2.0 89.0 m/z 89.00 30.22%
0 | ‘ ‘\‘ [ 5?0 ‘ !
LR SN SN SRR SUNLELRL FURLELE FURLELEL SURLELELS L SURL
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
30.0 73.0
300 320 340
5000 m/z 41.00 9.75%
58.0
44.0
15.0
L S L UL S I S I UL
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #837: 1-Propanol, 2-methyl- — S
43.0 3.00 320  3.40
330 m/z 45.00 8.05%
5000
O e e e R L
m/z--> 10 20 30 40 50 60 70 80 90 3.00 320 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022716\
Data File : BG021144.D

Aca On : 28 Feb 2016 10:03

Operator : UM/SJ

Sample : H1558-17

Misc :

ALS Vial : 61 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022616_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown5.26 Concentration Rank 4

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

5.26 28.14 ng 79253 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
3 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 25
4 Propanoic acid. 3-nitro-. methvl... 133 C4H7NO4 020497-95-4 23
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 412 (5.258 min): BG021144.D (-405) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 R AR EEEE SR
5.00 5.20 5.40 5.60
o...,....,....,....','::.?,1'.0.:~!,....,....f‘?'.o..,...:,|....,. m/z 59.00 57.38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L SR I UL
50.0 500 520 540 5.60
m/z 101.00 20.50%
31.0 101.0
0"'w"'w'““ﬁ"“U“"l“"l“"l“"?iq'?%q'““"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
500 5.20 540 560
5000 m/z 58.00 14 .98%
101.0
. 15.0 31.0 58.0 690 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4036: Butyl aldoxime, 3-methyl-, syn- R EEEEEEEEE e
59.0 5.00 5.20 5.40 5.60
m/z 41.00 9.41%
41.0
5000
86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110 500 520 540 5.60

8270-BG022616.-M Mon Feb 29 18:37:47 2016 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022716\
Data File : BG021144.D

Aca On : 28 Feb 2016 10:03

Operator : UM/SJ

Sample : H1558-17

Misc :

ALS Vial : 61 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022616_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown7.70 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.70 143.86 ng 405159 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 1.3-Cyclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 25
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 22
5 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16
Abundance Scan 828 (7.702 min): BG021144.D (-820) (-) m/z 131.90 100.00%
134.9
5000 68.0

7.40 7.60 7.80 8.00

01 m/z 68.00 51.62%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132.0
97.0
5000 I[I\llllllllllllllllllllll
7.40 7.60 7.80 8.00
70.0 m/z 66.00 34.89%
310 440
o] NS S S T W Pt s M SN E—-
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
e
7.40 7.60 7.80 8.00
5000 m/z 133.90 32.73%
00 570 O
’ 89.0 103.0
0 115.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl- E R R
132.0 7.40 7.60 7.80 8.00
m/z 69.00 21.71%
5000

63.0
15.0 280 390 520 m 770 990 10401160

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022716\
Data File : BG021144.D

Aca On : 28 Feb 2016 10:03

Operator : UM/SJ

Sample : H1558-17

Misc :

ALS Vial : 61 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022616_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Tetradecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

15.59 3.09 ng 20652 Acenaphthene-d10 14.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Eilcosane 282 C20H42 000112-95-8 90
3 Hexadecane 226 C16H34 000544-76-3 86
4 Tridecane 184 C13H28 000629-50-5 78
5 Pentadecane 212 C15H32 000629-62-9 78

Abundance Scan 2170 (15.587 min): BG021144.D (-2167) (-) m/z 57.00 100.00%

57.0
5000 85.0

15.20 15.40 15.60 15.80 16.00

0 m/z 43.00 71.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #55009: Tetradecane
57.0
5000
85.0 15.20 15.40 15.60 15.80 16.00
29.0 m/z 71.00 49 _47%
0 “ H il | 1130 141.0 169.0 1980
.”.P.”,”.W.H.P.”,”.q.”...” R R AR RN RRREE R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
15.20 15.40 15.60 15.80 16.00
5000 m/z 85.00 43.48%
85.0
29.0
0 113.0 141.0 169.0 282.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73964: Hexadecane
57.0 15.20 15.40 15.60 15.80 16.00
m/z 41.00 40.12%
5000
85.0
29.0
o \‘ Loy 1130 141.0 169.0 226.0
,.”.P.”,”.W.H.P.”,”.w.”...” R R R RRRNRREEEmEEE
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 G\DATA\BG022716\
Data File : BG021144.D

Aca On : 28 Feb 2016 10:03

Operator : UM/SJ

Sample : H1558-17

Misc :

ALS Vial : 61 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022616_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 11

R.T. EstConc Area Relative to ISTD R.T.
16.45 2.67 ng 22008 Phenanthrene-d10 17.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Hexadecane 226 C16H34 000544-76-3 86
3 Tetradecane 198 C14H30 000629-59-4 78
4 Pentadecane 212 C15H32 000629-62-9 59
5 Tridecane 184 C13H28 000629-50-5 59

Abundance Scan 2317 (16.451 min): BG021144.D (-2312) (-) m/z 57.00 100.00%
57.0
5000 85.0
113.0 16.20 16.40 16.60 16.80
(o} m/z 43.00 87 .60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
57.0
5000
85.0 16.20 16.40 16.60 16.80
29.0 m/z 71.00 65.16%
0 ! ‘\ ) 130 1410 169 0 282.0
m/z--> 25 4b 65 85 160 150 1&0 160 180 200 220 240 2éo 2§o
Abundance
57.0
16.20 16.40 16.60 16.80
5000 m/z 41.00 49 .50%
85.0
29.0
o 113.0 141.0 169.0 226.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #55008: Tetradecane
57.0 16.20 16.40 16.60 16.80
m/z 85.00 47 .99%
5000 85.0
29.0
0 A ‘ Il i 113 0 141.0 169 0 198 0
m/z--> 25 4b 65 85 160 150 1&0 160 180 200 220 240 2éo 2§o 16.20 16.40 16.60 16.80

8270-BG022616.-M Mon Feb 29 18:37:50 2016

Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022716\
Data File : BG021144.D

Aca On : 28 Feb 2016 10:03

Operator : UM/SJ

Sample : H1558-17

Misc :

ALS Vial : 61 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022616_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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.
18.37 5.80 ng 47903 Phenanthrene-d10 17.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 n-Decanoic acid 172 C10H2002 000334-48-5 53
3 Tetradecanoic acid 228 C14H2802 000544-63-8 50
4 Lactose 342 C12H22011 000063-42-3 50
5 Dodecanoic acid 200 C12H2402 000143-07-7 43
Abundance Scan 2644 (18.372 min): BG021144.D (-2640) (-) m/z 73.00 100.00%
430 730
5000
129.0
97.0 ™
213.0 L L B e
171.0 256.1 18100 18.20 18.40 18.60
(o} m/z 43.00 99.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43.0
73.0
5000
18.00 18.20 18.40 18.60
1290 256.0 m/z 60.00 78.26%
. Ll LT 15201710 10402130 i
m/z--> 25 Jo ' 80 100 150 140 160 180 200 220 250 2éo
Abundance
60.0
VAR B IR &
18.00 18.20 18.40 18.60
0
5000 29.0 129.0 m/z 41.00 76.07%
87.0
110.0 172.0
O R m e RARARSREEC
m/z--> 25 Jo 65 éo 160 150 150 160 180 200 220 250 2éo
Abundance #75072: Tetradecanoic acid
73.0 18.00 18.20 18.40 18.60
43.0 m/z 57.00 66.74%
5000 129.0
0L15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022716\
Data File : BG021144.D

Aca On : 28 Feb 2016 10:03

Operator : UM/SJ

Sample : H1558-17

Misc :

ALS Vial : 61 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022616_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 9-Octadecenamide, (Z)- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.76 2.70 ng 24743 Chrysene-di12 21.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO 000301-02-0 64
2 Hexadecanamide 255 C16H33NO 000629-54-9 59
3 Octanamide 143 C8H17NO 000629-01-6 53
4 Dodecanamide 199 C12H25NO 001120-16-7 50
5 Tetradecanamide 227 C14H29NO 000638-58-4 47
Abundance Scan 3050 (20.758 min): BG021144.D (-3044) (-) m/z 59.00 100.00%
54.0
5000
20.40 20.60 20.80 21.00
0 m/z 72.00 76.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106874: 9-Octadecenamide, (2)-
59.0
i
5000 LN UGS SRR I
20.40 20.60 20.80 21.00
m/z 55.00 54 _.16%
0 200 ‘ | 830 114013601570 1840 2200 2530 281.0
m/z--> 20 40 eb 80 100 120 140 160 180 200 220 240 2é0 280
Abundance
59.0
20.40 20.60 20.80 21.00
5000 m/z 41.00 44 .09%
29.0 86.0 107 9128.0 170.0 212.0 255.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19501: Octanamide
59.0 20.40 20.60 20.80 21.00
m/z 43.00 28.07%
5000
200 86‘0 114.0 143.0
O ”” ...‘. - ...‘. S \”” e —
m/z--> 20 40 eb 80 100 120 140 160 180 200 220 240 260 280 20.40 20.60 20.80 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022716\
Data File : BG021144.D

Aca On : 28 Feb 2016 10:03

Operator : UM/SJ

Sample : H1558-17

Misc :

ALS Vial : 61 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022616_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Bromoacetic acid, hexadecyl... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.39 5.85 ng 53711 Chrysene-di12 21.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bromoacetic acid. hexadecvl ester 362 C18H35Bro02 005454-48-8 91
2 2- Chloropropionic acid. octadec... 360 C21H41CIl102 088104-31-8 91
3 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
4 2- Chloropropionic acid. pentade... 318 C18H35CI102 1000292-44-1 91
5 1-Nonadecene 266 C19H38 018435-45-5 91
Abundance Scan 3158 (21.392 min): BG021144.D (-3153) (-) m/z 57.00 100.00%
57.0
97.0
5000
125.1
| 192.9 21.00 21.20 21.40 21.60 21.80
o s m/z 43.00 87.95%
m/z--> 50 100 150 200 250 300 350
Abundance #145521: Bromoacetic acid, hexadecy! ester
43.0
83.0
5000
111.0 21.00 21.20 21.40 21.60 21.80
' m/z 55.00 86 .89%
0 141.01650196.02220 5699
m/z--> 50 100 150 200 250 300 350
Abundance
510 o7,

21.00 21.20 21.40 21.60 21.80
5000 m/z 83.00 85.76%

125.0
23.0 250.0
o 154.0182.0 224.0°% 297.0 360.0
e P A P S I A
m/z--> 100 150 200 250 300 350
Abundance #152927: Trichloroacetic acid, hexadecy! ester
21.00 21.20 21.40 21.60 21.80
m/z 97.00 73.99%
5000
lll 0
iMWP%mmwmnm
- I T T T T I T T T T I T T

m/z--> O 200 250 300 350 21.00 21.20 21.40 21.60 21.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022716\
Data File : BG021144.D

Aca On : 28 Feb 2016 10:03

Operator : UM/SJ

Sample : H1558-17

Misc :

ALS Vial : 61 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022616_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 d-Glucosamine Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
23.25 3.36 ng 30861 Chrysene-di12 21.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 d-Glucosamine 179 C6H13NO5 000090-77-7 53
2 Dodecanamide 199 C12H25NO 001120-16-7 47
3 Decanamide- 171 C10H21NO 002319-29-1 38
4 Heptanamide. 4-ethvl-5-methvl- 171 C10H21NO 054789-40-1 37
5 1,1,2-Trimethyl-1-silacyclobutane 114 C6H14Si 030681-90-4 35
Abundance Scan 3474 (23.249 min): BG021144.D (-3469) (-) m/z 59.00 100.00%
54.0
5000
43.0
82.9 R VNI ISR BN SUR
112.0128.0 146.9 176.8 207.9 23.00 23.20 23.40 23.60
0 SRS TR VIR .35 N A m/z 72.00 72.37%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #42013: d-Glucosamine
59.0
5000 R USRS BN SUR
20,0 23.00 23.20 23.40 23.60
’ m/z 55.00 62.81%
ol 140 ‘H‘L Loyl 8401990 130.01480164.0180.0
m/z--> 25 45 60 éo 160 150 150 160 180 260
Abundance
59.0
23.00 23.20 23.40 23.60
5000 m/z 69.00 37.15%
28.0
0 86.0 128.0 156.0 199.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #36755: Decanamide-
59.0 23.00 23.20 23.40 23.60
m/z 43.00 33.84Y%
5000
43.0
o FO L 0 10000 1sao!TH0
m/z--> 200 40 60 80 100 120 140 160 180 200 23.00 23.20 23.40 23.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022716\
Data File : BG021144.D

Aca On : 28 Feb 2016 10:03

Operator : UM/SJ

Sample : H1558-17

Misc :

ALS Vial : 61 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022616_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2,6,10,14,18,22-Tetracosahe... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
23.48 2.38 ng 19120 Perylene-d12 25.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 86
2 3.7.11-Trimethvl-dodeca-2.6.10-t... 236 C15H2402 007548-13-2 78
3 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 78
4 2.6.10-Dodecatrien-1-ol. 3.7.11-... 222 C15H260 004602-84-0 64
5 Squalene 410 C30H50 007683-64-9 64
Abundance Scan 3513 (23.478 min): BG021144.D (-3507) (-) m/z 69.00 100.00%
69.0
5000
121.0
220.9 23.20 23.40 23.60 23.80
ol .|',".| l.'",". ol 29997777 2809 | m/z 81.00 40.62%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158519: 2,6,10,14,18,22-Tetracosahexaene, 2,6,10,15,19,23...
69.0
] A
5000 U AR SRR B SR
23.20 23.40 23.60 23.80
1210 m/z 41.00 22 .34%
o 29.0‘ Ll ] 16101910 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0
23.20 23.40 23.60 23.80
5000 m/z 68.00 16.22%
100.0
27.0 136.0 1930 9360
Ob— g o e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #152606: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p... LB L
69.0 23.20 23.40 23.60 23.80
m/z 95.00 15.06%
5000
111.0
o229 L L], 1490 1920 5310 2730 3150 3840
m/z--> 50 100 150 200 250 300 350 400 23.20 23.40 23.60 23.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022716\
Data File : BG021144.D

Acq On : 28 Feb 2016 10:03

Operator : UM/SJ

Sample - H1558-17

Misc :

ALS Vial : 61 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG022616 .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]
unknown3 .08 3.08 591.4 ng 1665620 1 8.16 56327 20.0
unknown5.26 5.26 28.1 ng 79253 1 8.16 56327 20.0
unknown7 .70 7.70 143.9 ng 405159 1 8.16 56327 20.0
Tetradecane 15.59 3.1 ng 20652 3 14.77 133735 20.0
Eicosane 16.45 2.7 ng 22008 4 17.50 165049 20.0
n-Hexadecanoic acid 18.37 5.8 ng 47903 4 17.50 165049 20.0
9-Octadecenamide,... 20.76 2.7 ng 24743 5 21.77 183615 20.0
Bromoacetic acid,... 21.39 5.8 ng 53711 5 21.77 183615 20.0
d-Glucosamine 23.25 3.4 ng 30861 5 21.77 183615 20.0
2,6,10,14,18,22-T... 23.48 2.4 ng 19120 6 25.05 160888 20.0
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