LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110716\

Data File : BG024735.D

Aca On 7 Nov 2016 19:07 Instrument :

Operator : UM/SJ ?:'l\!A_?S el
- _ lentosampleld :

3?22'6 : H5544-01 GW-108-9.5-23.0

ALS Vial : 5 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-BG102516.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 3.594 121 128 144 rBVY 4234104 7706477 87.50% 11.511%
2 4.076 205 210 217 rVB3 52045 93437 1.06% 0.140%
3 5.321 414 422 432 rBV 409110 648023 7.36% 0.968%
4 5.668 473 481 490 rBvV2 89545 245403 2.79% 0.367%
5 5.791 495 502 512 rVB 1655245 2872197 32.61% 4 _.290%
6 7.242 737 749 761 rBV2 151541 409936 4 .65% 0.612%
7 7.401 768 776 792 rVB 1449367 2648583 30.07% 3.956%
8 7.789 832 842 850 rBVY 1944928 3436108 39.01% 5.132%
9 8.259 914 922 933 rBV2 387848 743005 8.44% 1.110%
10 8.588 968 978 986 rBVY 1432033 2588563 29.39% 3.866%

11 8.835 1009 1020 1035 rBVv3 198980 501943 5.70% 0.750%
12 9.434 1114 1122 1132 rBV 1269240 2330521 26.46% 3.481%
13 10.315 1264 1272 1275 rBV5 50650 115135 1.31% 0.172%
14 10.380 1275 1283 1294 rVB2 298752 746950 8.48% 1.116%
15 11.085 1396 1403 1414 rVB 468801 894913 10.16% 1.337%

16 11.861 1525 1535 1547 rBV2 488594 1133069 12.86% 1.692%
17 12.002 1554 1559 1568 rVB9 49190 101121 1.15% 0.151%
18 13.153 1746 1755 1767 rBvV2 701268 1409327 16.00% 2.105%
19 13.500 1806 1814 1822 rBV 3230369 5189584 58.92% 7.752%
20 14.281 1934 1947 1950 rBV2 1162511 2347931 26.66% 3.507%

21 14.317 1950 1953 1959 rVvVv 319644 491754 5.58% 0.735%
22 14.381 1959 1964 1970 rVv7 53342 119329 1.35% 0.178%
23 14.446 1970 1975 1979 rVv7 54567 97008 1.10% 0.145%
24 14.881 2042 2049 2061 rVB 765127 1314173 14.92% 1.963%
25 15.274 2108 2116 2125 rBV2 1920059 3554037 40.35% 5.309%

26 15.674 2180 2184 2190 rBV2 113788 189094 2.15% 0.282%
27 16.073 2245 2252 2257 rBV5 76096 156325 1.77% 0.233%
28 16.161 2260 2267 2275 rBV 1234373 1969544 22 .36% 2.942%
29 16.361 2295 2301 2308 rVB 3293007 4946091 56.16% 7.388%
30 16.532 2326 2330 2333 rBvV 248490 383769 4_36% 0.573%

31 16.602 2339 2342 2349 rVB9 55338 89354 1.01% 0.133%
32 16.978 2402 2406 2412 rBV2 392343 538009 6.11% 0.804%
33 17.325 2461 2465 2470 rBV 239086 329017 3.74% 0.491%
34 17.378 2470 2474 2478 rVB2 85227 130691 1.48% 0.195%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110716\
Data File : BG024735.D

Aca On > 7 Nov 2016 19:07

Operator : UM/SJ

Sample : H5544-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Z:\HPCHEM1I\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 17.619 2510 2515 2526 rVB2 1053186 1683177 19.11% 2.514%

36 18.059 2587 2590 2593 rBV2 112100 122063 1.39% 0.182%
37 18.171 2605 2609 2614 rVB3 85537 106386 1.21% 0.159%
38 18.465 2655 2659 2668 rBV2 247270 403580 4._.58% 0.603%
39 19.722 2871 2873 2878 rVB6 78848 93557 1.06% 0.140%
40 20.204 2949 2955 2962 rVB 6365956 8807760 100.00% 13.156%

41 21.496 3171 3175 3181 rBV6 124652 206724 2.35% 0.309%
42 21.913 3239 3246 3256 rVB 1390347 2462288 27.96% 3.678%
43 25.339 3819 3829 3841 rVvB2 870734 2592955 29.44% 3.873%

Sum of corrected areas: 66948911
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110716\
Data File : BG024735.D

Aca On : 7 Nov 2016 19:07

Operator : UM/SJ

Sample : H5544-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG024735.D

6000000

5000000

3.59
4000000

3000000

7.79

2000000
5.79
7.40 8.59 9.43

1000000
5.32 8.26 l03g 1109 1186
ok 4.08 5, 7.2 8.83 1042 A kym

Time--> 3.00 350 4.00 450 5.00 550 6.00 650 700 7.50 8.00 850 9.00 950 1000 10.50 1100 1150 1200 1250
Abundance TIC: BG024735.D

20.20
6000000

5000000
4000000

13.50 16.36
3000000

15.27

2000000
21.91

1000000 13.15

1_9; 72 21.50
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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: BG024735.D

6000000
5000000
4000000
3000000

2000000

25.34

1000000 J\

T T e T T T T T e T T T T T e e T e e

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\BG110716\
Data File : BG024735.D

Aca On : 7 Nov 2016 19:07

Operator : UM/SJ

Sample : H5544-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 Dichloroacetaldehyde Concentration Rank 18

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

4.08 2.52 ng 93437 1,4-Dichlorobenzene-d4 8.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetaldehvde 112 C2H2CI120 000079-02-7 86
2 Acetic acid. dichloro- 128 C2H2C1202 000079-43-6 64
3 Methvlene chloride 84 CH2CI2 000075-09-2 59
4 Methane. bromochloro- 128 CH2BrcClI 000074-97-5 45
5 4,5-Dichloro-1,3-dioxolan-2-one 156 C3H2CI1203 003967-55-3 43

Abundance Scan 211 (4.081 min): BG024735.D (-205) (-) m/z 48.00 100.00%
48
5000 N
3 R o
114 101 314 3.80 4.00 4.20 4.40
Olprrrbiboppal g 198 SR 28277346 A6 499 8% | /7 49.00 76.20%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #6180: Dichloroacetaldehyde
49
84
5000 ISR SRR R AR
3.80 4.00 4.20 4.40
m/z 50.00 48.33%
‘112
O '”ml"'W"""""" DN SIS B B B
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
48 g,
3.80 4.00 4.20 4.40
5000 m/z 50.95 18.39%
o 13 128
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #1526: Methylene chloride R B e
49 3.80 4.00 4.20 4.40
m/z 83.00 14 .34%
84
5000 F
ottt T T T T
miz-> 0 50 100 150 200 250 300 350 400 450 500 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110716\
Data File : BG024735.D

Aca On : 7 Nov 2016 19:07

Operator : UM/SJ

Sample : H5544-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

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

5.32 17.44 ng 648023 1,4-Dichlorobenzene-d4 8.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
3 Guanidine 59 CH5N3 000113-00-8 9
4 1.3-Dioxane. 4.4-dimethvl- 116 C6H1202 000766-15-4 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 422 (5.321 min): BG024735.D (-414) (-) m/z 43.05 100.00%
43
5000
T 5ho 520 540 Sk0 |
o/ 71,I PR 210 249276 824 361 409 496 531 m/z 59.10 60.33%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 U RS U LR

5.00 520 5.40 5.60
m/z 101.10 20.61%

15 101
0 ‘Md\ \‘
R o e o N LA i e e e EREEERE SRS
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43
R RRARE R RS Ry
5.00 520 5.40 5.60
5000 m/z 58.10 12.34%
101
15 70
O T o o o o o B BRI i o o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #257: Guanidine
43 5.00 520 5.40 5.60
m/z 41.10 8.30%
5000
-+ e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110716\
Data File : BG024735.D

Aca On : 7 Nov 2016 19:07

Operator : UM/SJ

Sample : H5544-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 unknown5.67 Concentration Rank 12

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

5.67 6.61 ng 245403 1,4-Dichlorobenzene-d4 8.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanedioic acid. propvl- 146 C6H1004 000616-62-6 45
2 Butanoic acid 88 C4H802 000107-92-6 45
3 Ethvl _alpha.-d-alucopvranoside 208 C8H1606 1000127-29-4 40
4 Hexanoic acid 116 C6H1202 000142-62-1 40
5 Pentanoic acid 102 C5H1002 000109-52-4 38

Abundance Scan 481 (5.668 min): BG024735.D (-473) (-) m/z 60.10 100.00%
6o
5000
87 540 5.60 5.80 6.00
O‘Jfl Lo A34 169 207235 264 328355 387415442 03 | nzz 73.05  38.98%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #21817: Propanedioic acid, propyl-
60
5000
540 5.60 5.80 6.00
29 m/z 41.05 28.17%
0"tW'??P"'I”"I'”'I"”I"'W""P"'P"'I”
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
60
540 5.60 5.80 6.00
5000 m/z 45.10 26.66%
27
88
R U U L L WL LS B IS WA
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #68145: Ethyl .alpha.-d-glucopyranoside
60 540 5.60 5.80 6.00
m/z 55.10 20.52%
5000
0 H Jﬁgg 116144 177 208
m/z--> 50 100 150 200 250 300 350 400 450 500 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110716\
Data File : BG024735.D

Aca On : 7 Nov 2016 19:07

Operator : UM/SJ

Sample : H5544-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Hexanoic acid Concentration Rank 11

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

7.24 11.03 ng 409936 1,4-Dichlorobenzene-d4 8.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid 116 C6H1202 000142-62-1 86
2 Pentanoic acid. 3-methvl- 116 C6H1202 000105-43-1 72
3 Ethvl .alpha.-d-alucopvranoside 208 C8H1606 1000127-29-4 64
4 Butanoic acid. 3-methvl- 102 C5H1002 000503-74-2 64
5 Pentanoic acid 102 C5H1002 000109-52-4 59

Abundance Scan 749 (7.242 min): BG024735.D (-737) (-) m/z 60.10 100.00%
60
5000

87
7.00 720 7.40 7.60
122
0<WM=-I-.----.---1-93-2:%7- 276306 381 428 490 539 7o 7305  42.50%
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #8071: Hexanoic acid
60
5000
7.00 7.20 7.40 7.60
m/z 41.10 31.79%
27‘ 87
I
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
60
7.00 7.20 7.40 7.60
5000 m/z 43.10 21.44%
87
115
O T T e T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #68145: Ethyl .alpha.-d-glucopyranoside
60 7.00 7.20 7.40 7.60
m/z 55.10 18.75%
5000
88
o H Jhlﬂﬁl‘.“‘ 177208
B o o BRI B e e e R E S S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110716\
Data File : BG024735.D

Aca On : 7 Nov 2016 19:07

Operator : UM/SJ

Sample : H5544-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 unknown7.79 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
779 o92.49ng 3436110  1,4-Dichlorobenzene-d4 8.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27

2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
3 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 25
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 14
Abundance Scan 842 (7.789 min): BG024735.D (-832) (-) m/z 132.10 100.00%
132
68
5000
w | % 7.40 7.60 7.80 8.00 8.20
0 A, .l,l. A 20l 203282 328353 389416 483 502 ' 'm/z 68.10 53.07%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 RS N RN LR L
7.40 7.60 7.80 8.00 8.20
3 70 m/z 66.10 37.81%
O'J”b‘“'w"'l'“'l""""l“"l"“l""w"'l'”
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
132
7.40 7.60 7.80 8.00 8.20
5000 m/z 134.00 35.99%
33 105
70
R L L L L UL W L WL LI WL
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro- R R
132 7.40 7.60 7.80 8.00 8.20
m/z 69.10 24 .18%
5000
69
39 l 103
0--Lﬂ‘hwﬁ- LA LI SR LIS L UL BRI W RS N LR LR L
m/z--> 50 100 150 200 250 300 350 400 450 500 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110716\
Data File : BG024735.D

Aca On : 7 Nov 2016 19:07

Operator : UM/SJ

Sample : H5544-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 Pentanoic acid Concentration Rank 10

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

8.83 13.51 ng 501943 1,4-Dichlorobenzene-d4 8.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentanoic acid 102 C5H1002 000109-52-4 72
2 Hexanoic acid 116 C6H1202 000142-62-1 72
3 Nonanoic acid 158 C9H1802 000112-05-0 64
4 Heptanoic acid 130 C7H1402 000111-14-8 64
5 Rhamnose 164 C6H1205 003615-41-6 53

Abundance Scan 1019 (8.829 min): BG024735.D (-1009) (-) m/z 60.10 100.00%
6o
5000
J” 8.40 860 880 9.00 9.20
o L L9 171 221 296825 A4 489520 | Tn/z 73.05  44.43%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4247 Pentanoic acid
60
5000
8.40 8.60 8.80 9.00 9.20
29 m/z 55.05 31.44%
0 'wMMM“§7P"'I”"I"” LN DAL SR SRR LI B
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
60
8.40 8.60 8.80 9.00 9.20
5000 m/z 43.10 25.40%
27 87
L S I L L S WL L WL S I
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #30178: Nonanoic acid T T T T
60 8.40 8.60 8.80 9.00 9.20
m/z 41.05 25.38%
5000
ZQH 87 115 .
0 ”u”llﬂw'Lkl'”'l”""'w"”l'”'l”"w"w"”
miz--> 0 50 100 150 200 250 300 350 400 450 500 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110716\
Data File : BG024735.D

Aca On : 7 Nov 2016 19:07

Operator : UM/SJ

Sample : H5544-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 Octanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.38 16.69 ng 746950 Naphthalene-d8 11.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octanoic acid 144 C8H1602 000124-07-2 86
2 Hexanoic acid 116 C6H1202 000142-62-1 64
3 Heptanoic acid 130 C7H1402 000111-14-8 59
4 Pentanoic acid 102 C5H1002 000109-52-4 50
5 3-Methyl-hexanoic acid 130 C7H1402 1000365-65-4 50
Abundance Scan 1283 (10.380 min): BG024735.D (-1275) (-) m/z 60.10 100.00%
60
5000
ot 1000 10,20 10.40 1060
of UL 197 100221 2002052030385 420 ase iSRRGy
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #20837: Octanoic acid
60
5000
10.00 10.20 10.40 10.60
29 101 m/z 43.10 50.76%
0 ““‘-‘-““‘-.‘-‘?2?9.----.----.----.----.----.----.----.
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance
60
10.00 10.20 10.40 10.60
5000 . m/z 41.05 45 .69%
87
115
L L B L B L WL B S L
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #13414: Heptanoic acid
60 10.00 10.20 10.40 10.60

m/z 55.10 35.42%

5000

I
m/z--> 0 50 100 150 200 250 300 350 400 450 10.00 10.20 10.40 10.60

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110716\
Data File : BG024735.D

Aca On : 7 Nov 2016 19:07

Operator : UM/SJ

Sample : H5544-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 Nonanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.86 25.32 ng 1133070 Naphthalene-d8 11.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 64
2 Undecanoic acid. 10-bromo- 264 C11H21Bro02 018294-93-4 59
3 Hexanoic acid 116 C6H1202 000142-62-1 53
4 n-Decanoic acid 172 C10H2002 000334-48-5 50
5 Octanoic acid 144 C8H1602 000124-07-2 50

Abundance Scan 1535 (11.861 min): BG024735.D (-1525) (-) m/z 60.10 100.00%

60
5000
91 115

11.60 11.80 12.00 12.20
Y "l“ L L AS8185 221 267 856 398429 461485 | h7z 73.10  85.92%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #30179: Nonanoic acid
60
50001 29 L e

11. 60 11. 80 12. 00 12 20
H 115 m/z 57.10 68.74%

87
R
(o] “‘..,....,....,....,....,....,....,....,
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance
60

11.60 11.80 12.00 12.20

5000 m/z 41.10 49.29%
47 185
129
0 34 157 223 264
L e B B o O
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #8071: Hexanoic acid
60 11.60 11.80 12.00 12.20

m/z 55.05 46.69%

5000

T
m/z--> 0 50 100 150 200 250 300 350 400 450 11.60 11.80 12.00 12.20

=)
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110716\
Data File : BG024735.D

Aca On : 7 Nov 2016 19:07

Operator : UM/SJ

Sample : H5544-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 unknownl12.00 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.00 2.26 ng 101121 Naphthalene-d8 11.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. 4-methvl- 136 C8H802 000099-94-5 38
2 1-(Methvlthio)-3-(2-propenvlithio... 160 C7H12S2 1000111-71-8 32
3 Butanamide. N.N.3.3-tetramethvl- 143 C8H17NO 026153-90-2 22
4 Benzoic acid. 3-methvl- 136 C8H802 000099-04-7 22
5 o-Toluic acid, 2-butyl ester 192 C12H1602 006297-50-3 12
Abundance gScan 1559 (12.002 min): BG024735.D (-1554) (-) m/z 91.05 100.00%
1
119
57
5000
283 464492 11.60 11.80 12.00 12.20 12.40
0 ; m/z 87.10 97 .36%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #16285: Benzoic acid, 4-methyl-
91
119
5000
11.60 11.80 12.00 12.20 12.40
39 65 m/z 119.10 62.20%
OI:H!'I‘IIII” |‘.l.H.|....|....|....l....|....|....|....|.
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
87 119
11.60 11.80 12.00 12.20 12.40
5000 m/z 57.10 53.86%
145
53
L L I A U L UL (LI WL I o
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #20337: Butanamide, N,N,3,3-tetramethyl-
P 11.60 11.80 12.00 12.20 12.40
m/z 136.05 46 .90%
5000
110 143
0 ..‘H“.‘..‘. ..‘..t E———————————
m/z--> 6 éo 160 1éo 260 2éo 360 3%0 460 4%0 560 11.60 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110716\
Data File : BG024735.D

Aca On : 7 Nov 2016 19:07

Operator : UM/SJ

Sample : H5544-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 n-Decanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.15 21.45 ng 1409330 Acenaphthene-d10 14.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 74
2 Octanoic acid 144 C8H1602 000124-07-2 70
3 Hexanoic acid 116 C6H1202 000142-62-1 53
4 Pentanoic acid 102 C5H1002 000109-52-4 46
5 Alpha-I-rhamnopyranose 164 C6H1205 035810-56-1 45
Abundance Scan 1754 (13.147 min): BG024735.D (-1746) (-) m/z 60.10 100.00%
6
5000 }\
129
87 1'28'6'1'366'1'356'1'346" '
of MRl Ly |} 172 206 263288 342 380417 483 75T 73 05 90.20%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #39470: n-Decanoic acid
60
5000
29 129 12.80 13.00 13.20 13.40
P m/z 41.10 62.15%
‘ 172
S
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance
60
12.80 13.00 13.20 13.40
5000 m/z 55.05 61.00%
101
29
129
L L L L UL UL L I WL B
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #8068: Hexanoic acid
60 12.80 13.00 13.20 13.40
m/z 57.10 51.12%
5000
27 87
0"lmﬂh'hlyp”l""P"'I'”'I"'W""I”"I"'
miz--> 0 50 100 150 200 250 300 350 400 450 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110716\
Data File : BG024735.D

Aca On : 7 Nov 2016 19:07

Operator : UM/SJ

Sample : H5544-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 13 Dodecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

15.27 54.09 ng 3554040 Acenaphthene-d10 14.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 97
2 Undecanoic acid 186 C11H2202 000112-37-8 72
3 n-Decanoic acid 172 C10H2002 000334-48-5 68
4 Nonanoic acid 158 C9H1802 000112-05-0 49
5 Maltose 342 C12H22011 000069-79-4 35

Abundance Scan 2115 (15.268 min): BG024735.D (-2108) (-) m/z 60.05 100.00%

5000

15. 00 15. 20 15. 40 15 60

200556 261 300 332358 401

o! ar3_ 523 m/z 73.05  94.80%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #61120: Dodecanoic acid

6l
5000 129 LA L L L L LB L LB
157 15. 00 15. 20 15. 40 15 60
29 7 m/z 41.10 66.29%
m I h‘ ul ‘ | 2(\)0
0! et

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

Abundance
60
15.00 15.20 15.40 15.60
5000{ g m/z 43.10 66.20%
a7 129
157 186
O T T T e T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #39471: n-Decanoic acid
60 15.00 15.20 15.40 15.60
m/z 55.10 64 .94%
29
5000
129
ol .ﬁqﬁ.”,?ﬁ.,”.....w..”,.”.,”..“..w..”
m/z--> 0 50 100 150 200 250 300 350 400 450 500 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110716\
Data File : BG024735.D

Aca On : 7 Nov 2016 19:07

Operator : UM/SJ

Sample : H5544-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 14 Pentadecane, 2-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.67 2.88 ng 189094 Acenaphthene-d10 14.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2-methvl- 226 C16H34 001560-93-6 87
2 Hexadecane 226 C16H34 000544-76-3 83
3 Heptacosane. 1-chloro- 414 C27H55CI 062016-79-9 80
4 Sulfurous acid. butvl undecvl ester 292 C15H3203S 1000309-17-8 80
5 Octadecane, 2-methyl- 268 C19H40 001560-88-9 80
Abundance Scan 2183 (15.668 min): BG024735.D (-2180) (-) m/z 57.10 100.00%
7
5000
140 171 200 15.40 15.60 15.80 16.00
ob il 228 265 295 326 402 433 463 n/z 43 .10 9323
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #83042: Pentadecane, 2-methyl-
43
5000
71 15.40 15.60 15.80 16.00
m/z 71.10 56.89%
0 1 .h\ Il 9\9 \1?7‘155 1?3 2]\'1
m/z--> 55 160 1éo 260 2%0 360 3éo 460 4éo
Abundance
57
15.40 15.60 15.80 16.00
5000 m/z 41.10 47 .01%
85
29
0 113 141 169 197 226
m/z--> 55 160 1éo 260 250 360 3éo 460 4éo
Abundance #217413: Heptacosane, 1-chloro-
57 15.40 15.60 15.80 16.00
m/z 85.10 24 .96%
5000 85
29 113
ol LT, 193211239 273301 343371 414
m/z--> 50 100 150 200 250 300 350 400 450 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110716\
Data File : BG024735.D

Aca On : 7 Nov 2016 19:07

Operator : UM/SJ

Sample : H5544-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 15 unknownl6.07 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
16.07 2.38 ng 156325 Acenaphthene-d10 14.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2.7-dimethvl- 142 C10H22 001072-16-8 38
2 Eicosane. 2-methvl- 296 C21H44 001560-84-5 38
3 Undecane 156 C11H24 001120-21-4 38
4 Tetradecane 198 C14H30 000629-59-4 30
5 2,4:3,5-Diethylidene-1-xylose 202 C9H1405 1000126-95-9 22
Abundance Scan 2251 (16.067 min): BG024735.D (-2245) (-) m/z 57.10 100.00%
57
5000
85 1o e R
145 15.80 16.00 16.20 16.40
171 200005 277 426
Y § 816 339 20 "m/z 43.15 62.50%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #19178: Octane, 2,7-dimethyl-
43
5000 L DA SN SUNR B
7 15.80 16.00 16.20 16.40
99 m/z 71.10 51.44%
0 .W‘,Mﬁﬂ.tﬁg?,....“... N SN LA UL S I
m'z-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57
15.80 16.00 16,20 16.40
5000 m/z 55.10 22 .49%
85
29
0 113 141 169 197 253 281
mz> 0 50 100 150 200 250 300 350 400 450 500
Abundance #28423: Undecane TR e
5 15.80 16.00 16.20 16.40
m/z 85.05 20.79%
5000 85
29
113 156
0‘
mz-> 0 50 100 150 200 250 300 350 400 450 500 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110716\
Data File : BG024735.D

Aca On : 7 Nov 2016 19:07

Operator : UM/SJ

Sample : H5544-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 16 Tridecanoic acid Concentration Rank 5

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

16.16 29.97 ng 1969540 Acenaphthene-d10 14.88

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 91
2 Tetradecanoic acid 228 C14H2802 000544-63-8 80
3 Dodecanoic acid 200 C12H2402 000143-07-7 72
4 Undecanoic acid 186 C11H2202 000112-37-8 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 64

Abundance

5000

o!
m/z--> 0 50 100 150 200 250

Scan 2267 (16.161 min): BG024735.D (-2260) (-)

284 315 360 404
300 350 400 450

Abundance
43

5000 129
171

214
\

#72643: Tridecanoic acid

0/ 15 \\H .“M“ ﬂﬁ .‘““ ”

m/z--> 0 50 100 150 200 250

300 350 400 450

Abundance
73

m/z 73.05 100.00%

o

15.80 16.00 16.20 16.40

m/z 60.10

-

15.80 16.00 16.20 16.40

98 .14%

m/z 43.10

-

74 .82%

43 15.80 16.00 16.20 16.40
5000 m/z 41.10 72.37%
129
185 228
% 157
oMM Y oy A
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #61122: Dodecanoic acid e S B AR B RE e
73 15.80 16.00 16.20 16.40
m/z 55.10 67.80%
5000 43 129
157
vl
m/z--> 0 50 100 150 200 250 300 350 400 450 15.80 16.00 16.20 16.40

8270-BG102516.M Tue Nov 08 16:46:57 2016

Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110716\
Data File : BG024735.D

Aca On : 7 Nov 2016 19:07

Operator : UM/SJ

Sample : H5544-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 17 Tetradecane, 2,6,10-trimethyl- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
16.53 4.56 ng 383769 Phenanthrene-d10 17.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 89
2 Dodecane 170 C12H26 000112-40-3 87
3 Eicosane 282 C20H42 000112-95-8 72
4 Undecane. 3-methvl- 170 C12H26 001002-43-3 64
5 Decane, 4-ethyl- 170 C12H26 001636-44-8 64

Abundance Scan 2330 (16.532 min): BG024735.D (-2326) (-) m/z 57.10 100.00%
5000
113 16.20 16.40 16.60 16.80
ol 141168 207234 282 310333 376 432 464 m/z  43.10 69 . 02%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #94356: Tetradecane, 2,6,10-trimethyl-
57
5000 85 U DA AR AR
16. 20 16. 40 16 60 16.80
13 155 m/z 71.10 42 .35%
0 ....“l“.“‘l‘.‘“‘.““l .‘“.'..|1...‘.|.2.2.5.|....|....|....|....|..
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance
57
16.20 16.40 16.60 16.80
5000 m/z 41.10 31.07%
85
29
113 141 170
O =1 T T T T T T
mz-> 0 §0 160 1éo 260 2%0 360 3%0 460 4%0
Abundance #129492: Eicosane T T T
7 16.20 16.40 16.60 16.80
m/z 85.10 30.93%
5000
85
29
oL 1113 141 169 197 225 253 282
mz-> 0 §0 160 1éo 260 2%0 360 3%0 460 4%0 16.20 1640 16.60 16.80 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110716\
Data File : BG024735.D

Aca On : 7 Nov 2016 19:07

Operator : UM/SJ

Sample : H5544-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 18 Tetradecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.98 6.39 ng 538009 Phenanthrene-d10 17.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 87
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 n-Decanoic acid 172 C10H2002 000334-48-5 64
4 Undecanoic acid 186 C11H2202 000112-37-8 64
5 Tridecanoic acid 214 C13H2602 000638-53-9 59

Abundance Scan 2406 (16.978 min): BG024735.D (-2402) (-) m/z 73.00 100.00%

73

5000

16.60 16.80 17.00 17.20
m/z 60.05 87.16%

228
o 254 300330 387 420447 494521
mz-> 0 50 100 150 200 250 300 350 400 450 500

Abundance #84454: Tetradecanoic acid
4373
5000 129 228
16.60 16.80 17.00 17.20
185 m/z 43.10 75.11%
dslldidulom L 4
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43 73
T T
16.60 16.80 17.00 17.20
5000 129 m/z 55.10 71.51%
199
101 157 242
15
O T T T T T T e e T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #39470: n-Decanoic acid e REREEEEEES
60 16.60 16.80 17.00 17.20
m/z 41.10 69.91%
5000 29 129
172
0....,.ﬂ4ﬁﬂ.w...w......”,..”,..”,..”,..”,.” SRRt S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 16. 60 16 80 17. 00 17.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110716\
Data File : BG024735.D

Aca On : 7 Nov 2016 19:07

Operator : UM/SJ

Sample : H5544-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 19 Nonadecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
17.32 3.91 ng 329017 Phenanthrene-d10 17.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 87
2 Pentadecane 212 C15H32 000629-62-9 81
3 Octadecane 254 C18H38 000593-45-3 80
4 Tetradecane 198 C14H30 000629-59-4 80
5 Decane, l1l-iodo- 268 C10H211 002050-77-3 60
Abundance Scan 2464 (17.319 min): BG024735.D (-2461) (-) m/z 57.10 100.00%
57
5000
85
113141 17.00 17.20 17.40 17.60
O Al O L2203 201 306 367398 429 470 | Ty 43.10 77.66%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #117638: Nonadecane
57
5000 85 L UM SR B BULRALE
ﬂ%ﬂ%ﬂ%ﬂm
29 m/z 71.10 59.20%
113
0 \‘ A ‘ H Il u‘ 141 169 197 225 268
miz--> 0 55 160 1%0 260 2%0 360 3%0 460 4%0
Abundance
57
o 17.00 17.20 17.40 17.60
5000 m/z 85.05 33.99%
29
113 141 169 212
O o o e e  a  E DEEEE E
miz--> 0 55 160 1%0 260 2%0 360 3%0 460 4%0
Abundance #105884: Octadecane A AR R e
17.00 17.20 17.40 17.60
m/z 41.10 30.70%
5000

141 169 197 225 254
O o
miz--> 0 50 100 150 200 250 300 350 400 450 17.00 17.20 17.40 17.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110716\
Data File : BG024735.D

Aca On : 7 Nov 2016 19:07

Operator : UM/SJ

Sample : H5544-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 20 Pentadecanoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

18.46 4.80 ng 403580 Phenanthrene-d10 17.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 93
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Undecanoic acid 186 C11H2202 000112-37-8 72
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64

Abundance Scan 2658 (18.459 min): BG024735.D (-2655) (-) m/z 60.05 100.00%

5000

18.20 18.40 18.60 18.80
m/z 73.05  94.96%

. 256589308 341 399 445
iy
miz—-> 0 50 100 150 200 250 300 350 400 450 500
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG110716\

Data File : BG024735.D

Acq On > 7 Nov 2016 19:07 Instrument :

Operator : UM/SJ (B.‘,'I\!A_(tSS ol
- _ lentosampleld :

3?22Ie : 1554401 GW-108-9.5-23.0

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516 .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]
Dichloroacetaldehyde 4.08 2.5 ng 93437 1 8.26 743005 20.0
2-Pentanone, 4-hy... 5.32 17.4 ng 648023 1 8.26 743005 20.0
unknown5.67 5.67 6.6 ng 245403 1 8.26 743005 20.0
Hexanoic acid 7.24 11.0 ng 409936 1 8.26 743005 20.0
unknown7 .79 7.79 92.5 ng 3436110 1 8.26 743005 20.0
Pentanoic acid 8.83 13.5 ng 501943 1 8.26 743005 20.0
Octanoic acid 10.38 16.7 ng 746950 2 11.09 894913 20.0
Nonanoic acid 11.86 25.3 ng 1133070 2 11.09 894913 20.0
unknown12 .00 12.00 2.3 ng 101121 2 11.09 894913 20.0
n-Decanoic acid 13.15 21.4 ng 1409330 3 14.88 1314170 20.0
Dodecanoic acid 15.27 54_.1 ng 3554040 3 14.88 1314170 20.0
Pentadecane, 2-me... 15.67 2.9 ng 189094 3 14.88 1314170 20.0
unknownl16 .07 16.07 2.4 ng 156325 3 14.88 1314170 20.0
Tridecanoic acid 16.16 30.0 ng 1969540 3 14.88 1314170 20.0
Tetradecane, 2,6,... 16.53 4.6 ng 383769 4 17.62 1683180 20.0
Tetradecanoic acid 16.98 6.4 ng 538009 4 17.62 1683180 20.0
Nonadecane 17.32 3.9 ng 329017 4 17.62 1683180 20.0
Pentadecanoic acid 18.46 4.8 ng 403580 4 17.62 1683180 20.0
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