LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO071816\
Data File : BG023159.D

Acq On 18 Jul 2016 13:55

Operator : UM/SJ

Sample : H4061-01

Misc :

ALS Vial : 4 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_G\METHODS\8270-BG070816 .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 3.015 26 30 47 rVB 2056210 3042932 94.67% 8.893%
2 4.348 251 257 260 rBv4 27995 46556 1.45% 0.136%
3 5.177 390 398 404 rBV3 39924 70838 2.20% 0.207%
4 5.653 473 479 489 rBVY 617119 994574 30.94% 2.907%
5 7.069 715 720 727 rBV6 35569 68580 2.13% 0.200%
6 7.251 744 751 760 rBvV2 733576 1275318 39.68% 3.727%
7 7.627 806 815 825 rBV 697245 1225925 38.14% 3.583%
8 8.097 885 895 901 rBV2 469587 844095 26.26% 2.467%
9 8.144 901 903 908 rVvB4 44455 55629 1.73% 0.163%
10 8.314 924 932 939 rBV9 38562 95990 2.99% 0.281%
11 8.426 942 951 958 rVB 496920 920591 28.64% 2.691%
12 8.632 979 986 989 rBV5 19314 41058 1.28% 0.120%
13 8.755 1003 1007 1012 rVB5 23584 36446 1.13% 0.107%

14 9.266 1087 1094 1102 rVB 471000 851155 26.48% 2.488%
15 10.012 1213 1221 1226 rBV2 99892 162357 5.05% 0.475%

16 10.147 1238 1244 1249 rBVS8 23200 57851 1.80% 0.169%
17 10.371 1279 1282 1288 rBVS8 14959 33014 1.03% 0.096%
18 10.923 1369 1376 1383 rVB 685040 1276642 39.72% 3.731%
19 11.375 1446 1453 1458 rBv4 46364 74919 2.33% 0.219%
20 13.021 1728 1733 1739 rVBS8 21682 49371 1.54% 0.144%

21 13.355 1783 1790 1797 rBV 1374673 2227620 69.30% 6.510%
22 14.178 1924 1930 1939 rBV 298231 456555 14.20% 1.334%
23 14.736 2017 2025 2033 rVB2 1271555 2108428 65.59% 6.162%
24 15.130 2088 2092 2096 rBV5 80258 102089 3.18% 0.298%
25 15.212 2101 2106 2113 rVV2 178533 253482 7.89% 0.741%

26 15.283 2113 2118 2125 rVB5 20666 39738 1.24% 0.116%
27 15.500 2150 2155 2157 rVV5 23968 36929 1.15% 0.108%
28 15.547 2159 2163 2168 rVB3 52032 76807 2.39% 0.224%

29 16.223 2271 2278 2285 rBV 1147221 1805413 56.17% 5.277%
30 16.411 2304 2310 2321 rBV7 72874 166125 5.17% 0.486%

31 16.546 2330 2333 2336 rBvV 56065 72765 2.26% 0.213%
32 16.599 2338 2342 2348 rVV5 65830 114928 3.58% 0.336%
33 16.663 2348 2353 2358 rvv4 50952 90977 2.83% 0.266%
34 16.804 2373 2377 2382 rVB6 30797 42438 1.32% 0.124%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO071816\
Data File : BG023159.D

Acq On 18 Jul 2016 13:55

Operator : UM/SJ

Sample : H4061-01

Misc :

ALS Vial : 4 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_G\METHODS\8270-BG070816.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 16.869 2382 2388 2393 rVB9 41278 86271 2.68% 0.252%
36 16.928 2393 2398 2403 rBV2 58955 104581 3.25% 0.306%
37 17.204 2440 2445 2448 rBV4 62537 95377 2.97% 0.279%
38 17.480 2484 2492 2498 rBV2 1526974 2450076 76.22% 7.161%
39 17.533 2499 2501 2505 rVB4 30263 33134 1.03% 0.097%
40 17.850 2549 2555 2559 rVBS8 19932 41821 1.30% 0.122%
41 18.115 2596 2600 2606 rVB9 36144 62888 1.96% 0.184%
42 18.338 2633 2638 2647 rBV2 428175 659177 20.51% 1.927%
43 18.408 2648 2650 2654 rVB4 26325 36607 1.14% 0.107%
44 19.460 2826 2829 2832 rBV4 45700 68373 2.13% 0.200%
45 19.501 2832 2836 2842 rVB7 117262 171270 5.33% 0.501%
46 19.595 2849 2852 2855 rBV5 75699 97635 3.04% 0.285%
47 19.760 2876 2880 2883 rBVY 49291 61211 1.90% 0.179%

48 20.065 2927 2932 2938 rVB 2491117 3214329 100.00% 9.394%
49 20.735 3040 3046 3061 rVB2 294622 689191 21.44% 2.014%
50 21.740 3211 3217 3224 rVB2 1585538 2667838 83.00% 7.797%

51 21.834 3229 3233 3238 rBV5 116058 191851 5.97% 0.561%
52 23.203 3459 3466 3479 rBV2 1127782 2360928 73.45% 6.900%
53 25.024 3766 3776 3787 rBV2 768662 2305346 71.72% 6.738%

Sum of corrected areas: 34216039

8270-BG0O70816.M Tue Jul 19 14:24:47 2016 Page: 2



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO071816\
Data File : BG023159.D

Acq On 18 Jul 2016 13:55

Operator : UM/SJ

Sample - H4061-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG023159.D

2500000

3.01

2000000

1500000

1000000

7.25
5.65 7.63 10.92
8.43
500000 8 10
N 4.35 5.18 7.0 Ag& 8.895 ‘l 1%85537 11,38
R R e e e e e R R e e e e e R e e e e e e e

Time--> 3.00 350 400 450 500 550 600 650 7.00 7.50 800 850 9.00 9.50 10.00 10.50 11.00 1150 12.00 12.50
Abundance TIC: BG023159.D

2500000 20,07

2000000

21.74
17.48

1500000 13.36
14.74

16.22

1000000

500000

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: BG023159.D

2500000

2000000

1500000 93 2

1000000 25,02

500000

- Al R

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\BGO071816\
Data File : BG023159.D

Acq On 18 Jul 2016 13:55

Operator : UM/SJ

Sample - H4061-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816 .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 1 unknown3.01 Concentration Rank 1

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

3.01 72.10 ng 3042930 1,4-Dichlorobenzene-d4 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 38
2 N-Ethylformamide 73 C3H7NO 000627-45-2 9
3 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9
4 1-Hexen-4-ol, 1-chloro-3,5-dimet... 162 C8H15CIO 100244-09-5 9
5 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 9

Abundance Scan 29 (3.009 min): BG023159.D (-26) (-) m/z 73.10 100.00%

5000 43

-

‘ 2.90 3.00 3.10 3.20 3.30 3.40
Ol A L03 135162189 223 267295 334 377409440 512 | 'm/z 43.05 48.64%

1 1 1 1 1 1 1
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4788: Propane, 2,2-dimethoxy-

B

s000] 43

2.90 3.00 3.10 3.20 3.30 3.40
‘ m/z 89.10 30.65%
‘\

I

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

30 73

-

2.90 3.00 3.10 3.20 3.30 3.40
5000 m/z 41.10 8.25%

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

ﬁ

Abundance #2137: Propane, 2-methoxy-2-methyl-
73 2.90 3.003.10 3.20 3.30 3.40
m/z 45.10 7.46%
5000
41
I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 2.903.003.10 3.203.30 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO071816\
Data File : BG023159.D

Acq On 18 Jul 2016 13:55

Operator : UM/SJ

Sample - H4061-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816 .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 2 unknown7.63 Concentration Rank 2

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

7.63 29.05 ng 1225930 1,4-Dichlorobenzene-d4 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diethyl sulfone 122 C4H1002S 000597-35-3 17
2 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 14
3 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 14
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 10
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 816 (7.633 min): BG023159.D (-806) (-) m/z 132.00 100.00%
132
68
5000
o 720 7.40 7.60 7.80 8.00
AL, .I,l. A28 223 260 328 388415 ASA 496 534 | "m/z 68.10 57.86%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #9686: Diethyl sulfone
29
66
5000 SR A RS LSS A
94 7.20 7.40 7.60 7.80 8.00
m/z 66.10 38.79%
1%2
mz> %0 100 1% 200 2% a0 o b 4% 5o
Abundance
132
720 7.40 7.60 7.80 8.00
5000 97 m/z 134.00 32.77%
3 10
mz-> 50 100 150 200 250 300 350 400 450 500
Abundance #14142: 3-Chloro-6-fluoro-pyrazine T e
132 7.20 7.40 7.60 7.80 8.00
69 m/z 69.05 27.11%
104
5000
31
'“4'J”I"”I"”I"” [rrrrfrrrr T
m/z--> 50 100 150 200 250 300 350 400 450 500 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO071816\
Data File : BG023159.D

Acq On 18 Jul 2016 13:55

Operator : UM/SJ

Sample - H4061-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816 .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 unknown8.31 Concentration Rank 9

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

8.31 2.27 ng 95990 1,4-Dichlorobenzene-d4 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane, 5-methyl- 268 C19H40 025117-35-5 38
2 Docosane, 1l-decyl- 451 C32H66 055401-55-3 35
3 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 35
4 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 35
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 35

Abundance Scan 931 (8.308 min): BG023159.D (-924) (-) m/z 57.10 100.00%
85
5000

8.00 8.20 8.40 8.60
m/z 71.10 74 .83%

58 193219

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #117643: Octadecane, 5-methyl-
43171
5000
8.00 8.20 8.40 8.60
‘ m/z 85.10 57.20%
127 211
L s e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
8.00 8.20 8.40 8.60
5000 g5 m/z 43.00 49.64%

113
141169197225253280309336364392

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194499: Eicosane, 7-hexyl- I Emam e
57 8.00 8.20 8.40 8.60
m/z 68.10 49.06%
5000 85
13 182 28
‘ 141 211 252 1308337

m/z--> 50 100 150 200 250 300 350 400 450 500 550 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO071816\
Data File : BG023159.D

Acq On 18 Jul 2016 13:55

Operator : UM/SJ

Sample - H4061-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816 .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 Acetic acid, 2-ethylhexyl e... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.01  2.5ang 162357  Naphthalene-d8 10.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Acetic acid, 2-ethylhexyl ester 172 CIOH2002 000103-09-3 86

2 2-Propenoic acid, 6-methylheptyl... 184 C11H2002
3 Propanoic acid, 2-methyl-, 2-eth._.. 200 C12H2402
4 4-(Prop-2-enoyloxy)octane 184 C11H2002
5 Bromoacetic acid, 2-ethylhexyl e... 250 C10H19BrO2

054774-91-3 78
035061-61-1 64
042928-87-0 64
068144-73-0 64

Abundance Scan 1221 (10.012 min): BG023159.D (-1213) (-) m/z 43.05 100.00%
43
70
5000
Jg7 184210 331 M9 465 9.60 9.80 10.00 10.20 10.40
AL a7 18420 250 295 33 S TC 2R ‘m/z 70.10  83.35%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #39550: Acetic acid, 2-ethylhexyl ester
43 70
5000 LA A B o e i e
9.60 9.80 10.00 10.20 10.40
112 m/z 57.10 56.06%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
55
9.60 9.80 10.00 10.20 10.40
5000 m/z 55.10 51.37%
29
83 112
137
L A e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #61208: Propanoic acid, 2-methyl-, 2-ethylhexyl ester
43 9.60 9.80 10.00 10.20 10.40
71 m/z 41.10 32.34%
5000
L 12 sy
B B e e A B e R !
m/z--> 0 50 100 150 200 250 300 350 400 450 9.60 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO071816\
Data File : BG023159.D

Acq On 18 Jul 2016 13:55

Operator : UM/SJ

Sample - H4061-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816 .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 Phenol, 2,6-bis(l1,1-dimethy... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.21 2.40 ng 253482 Acenaphthene-d10 14.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 2,6-bis(l1,1-dimethylethy... 234 C16H260 004130-42-1 91
2 6-(1"-Hydroxyethyl)-7-methoxy-2,... 234 C14H1803 1000360-28-8 72
3 3,5-Di-tert-butylbenzoic acid 234 C15H2202 016225-26-6 72
4 Quinoline, 2-(3-tolyl)- 219 C16H13N 024641-30-3 58
5 Indole-3-carboxylic acid, 5-hydr... 219 C12H13NO3 073975-59-4 53
Abundance Scan 2106 (15.212 min): BG023159.D (-2101) (-) m/z 219.10 100.00%
219
5000

14.80 15.00 15.20 15.40 15.60

57
| ,| 91 119 159 191

e o b .l???. s A2l 488 "m/z 234.10 16.00%
m/z--> 0 50 100 150 2000 250 300 350 400 450
Abundance #89225: Phenol, 2,6-bis(1,1-dimethylethyl)-4-ethyl-
219

5000
14.80 15.00 15.20 15.40 15.60
oy °F m/z 57.10 14.64%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
219
LU MM A o
14.80 15.00 15.20 15.40 15.60
5000 m/z 220.10 12.98%
89

43 g9 102 133158 *

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

Abundance #89085: 3,5-Di-tert-butylbenzoic acid
219 14.80 15.00 15.20 15.40 15.60
m/z 41.05 7.74%
5000
57

189

91 131 163 |
LI I o o e L A o o N B T
m/z—-> 0 50 100 150 200 250 300 350 400 450 14.80 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO071816\
Data File : BG023159.D

Acq On 18 Jul 2016 13:55

Operator : UM/SJ

Sample - H4061-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816 .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 7 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

18.34 5.38 ng 659177 Phenanthrene-d10 17.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Octadecanoic acid 284 C18H3602 000057-11-4 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 81
5 Pentadecanoic acid 242 C15H3002 001002-84-2 72

Abundance Scan 2638 (18.338 min): BG023159.D (-2633) (-) m/z 73.05 100.00%

7B

43
5000

129

-

5213

256 18.00 18.20 18.40 18.60

m/z 60.10 85.50%

287 335 411 443

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

Abundance #107548: n-Hexadecanoic acid
43 73

5000 256 e
129 18.00 18.20 18.40 18.60
213 m/z 43.10 66 .05%

I
| d | I |

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

:

Abundance
43,73
e e
18.00 18.20 18.40 18.60
5000 129 m/z 41.05 66.00%
do 185 241 284
157 | 213
R B o B e R B B e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #72648: Tridecanoic acid T e
7. 18.00 18.20 18.40 18.60

m/z 55.05 65.48%

5000
129
171 514

2]

| T I T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.00 18.20 18.40 18.60

4

4o

1= N
w

8270-BG070816.-M Tue Jul 19 14:24:55 2016 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO071816\
Data File : BG023159.D

Acq On 18 Jul 2016 13:55

Operator : UM/SJ

Sample - H4061-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816 .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 9-Octadecenamide, (Z)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

20.74 5.17 ng 689191 Chrysene-di12 21.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide, (2)- 281 C18H35NO 000301-02-0 93
2 Tetradecanamide 227 C14H29NO 000638-58-4 64
3 Nonanamide 157 C9H19NO 001120-07-6 47
4 Dodecanamide 199 C12H25NO0 001120-16-7 43
5 Hexanamide 115 C6H13NO 000628-02-4 38

Abundance Scan 3047 (20.741 min): BG023159.D (-3040) (-) m/z 59.05 100.00%

59
5000

20. 40 20 60 20. 80 21. OO
m/z 72.10 72 .85%

154 183210238 281 315 353 388 431 471

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #128445: 9-Octadecenamide, (2)-
59
5000 ARV
20. 40 20 60 20. 80 21. 00
29 m/z 55.10 38.09%
3 126

A 154 184210238 281

m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance

59

20.40 20.60 20.80 21.00
5000 m/z 41.10 28.59%

28 86 114 149 184 227

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #29478: Nonanamide R RaEEE e o
59 20.40 20.60 20.80 21.00

m/z 69.10 23.81%

5000

29 \ 86 114 157

IIHIIIMII‘IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIII

m/z--> 0 50 100 150 200 250 300 350 400 450 20.40 20.60 20.80 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO071816\
Data File : BG023159.D

Acq On 18 Jul 2016 13:55

Operator : UM/SJ

Sample - H4061-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816 .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 13-Docosenamide, (Z2)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

23.20 17.70 ng 2360930 Chrysene-d12 21.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide, (2)- 281 C18H35NO 000301-02-0 87
2 13-Docosenamide, (2)- 337 C22H43NO 000112-84-5 53
3 Pentanamide, 4-methyl- 115 C6H13NO 001119-29-5 47
4 Dodecanamide 199 C12H25NO 001120-16-7 38
5 2-Propanone, l1l-cyclopentyl- 126 C8H140 001122-98-1 38

Abundance Scan 3466 (23.203 min): BG023159.D (-3459) (-) m/z 59.10 100.00%

5000

_>

22.80 23.00 23.20 23.40 23.60
m/z 72.10 75.33%

97 126
154184212 249277 320 371399 444 483 537

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #128443: 9-Octadecenamide, (2)-
59
5000 LA INL L B L B L L L L LB L
22. 80 23. OO 23. 20 23. 40 23 60
m/z 55.10 54 .34%
29 86 114 281
| “ i \L‘\ Ao 154 184 220 253 |

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

59

3

22.80 23.00 23.20 23.40 23.60
5000 m/z 41.05 35.58%

29 97 126 337
154184 234 276 308

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

%

Abundance #7815: Pentanamide, 4-methyl- S ot haas s
59 22.80 23.00 23.20 23.40 23.60
m/z 69.10 34.24%
5000
29‘ 100
L]
m/z--> 0 50 100 150 200 250 300 350 400 450 500 22. 80 23. OO 23. 20 23. 40 23 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO071816\
Data File : BG023159.D

Acq On 18 Jul 2016 13:55

Operator : UM/SJ

Sample : H4061-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816_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]
unknown3 .01 3.01 72.1 ng 3042930 1 8.10 844095 20.0
unknown7 .63 7.63 29.1 ng 1225930 1 8.10 844095 20.0
unknown8.31 8.31 2.3 ng 95990 1 8.10 844095 20.0
Acetic acid, 2-et... 10.01 2.5 ng 162357 2 10.92 1276640 20.0
Phenol, 2,6-bis(1... 15.21 2.4 ng 253482 3 14.74 2108430 20.0
n-Hexadecanoic acid 18.34 5.4 ng 659177 4 17.48 2450080 20.0
9-Octadecenamide, ... 20.74 5.2 ng 689191 5 21.74 2667840 20.0
13-Docosenamide, ... 23.20 17.7 ng 2360930 5 21.74 2667840 20.0
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