LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022443.D

Aca On 19 Jun 2016 3:58

Operator : UM/SJ

Sample = H3489-05

Misc :

ALS Vial : 52 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-BG060616.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 2.869 3 5 27 rVB 1297960 2095665 100.00% 14.151%
2 4.485 275 280 292 rBV 28379 53876 2.57% 0.364%
3 5.108 379 386 399 rVB 139321 265746 12.68% 1.794%
4 5.607 464 471 490 rBV 219412 421342 20.11% 2.845%
5 7.235 740 748 763 rBV 514485 1050670 50.14% 7 .095%
6 7.587 800 808 832 rBV 502814 1007565 48.08% 6.804%
7 8.046 879 886 894 rBV 117166 218089 10.41% 1.473%
8 8.369 933 941 951 rBV 474311 930397 44.40% 6.283%
9 9.227 1078 1087 1106 rBV 329586 707683 33.77% 4_.779%
10 10.866 1359 1366 1380 rVB 172852 363992 17.37% 2.458%
11 12.076 1562 1572 1579 rBvV 44229 82886 3.96% 0.560%
12 12.176 1584 1589 1595 rVB 17529 30345 1.45% 0.205%

13 12.517 1640 1647 1658 rBV 301932 566298 27.02% 3.824%
14 12.734 1677 1684 1692 rBV 167799 306540 14.63% 2.070%

15 12.811 1692 1697 1704 rVB4 16031 30322 1.45% 0.205%
16 13.304 1773 1781 1796 rBV 960914 1682222 80.27% 11.359%
17 13.480 1802 1811 1815 rBVS8 12981 28759 1.37% 0.194%
18 13.715 1843 1851 1859 rBV2 27208 63789 3.04% 0.431%

19 13.851 1866 1874 1883 rBV3 52127 145559 6.95% 0.983%
20 14.009 1894 1901 1905 rBV 84098 160905 7.68% 1.087%

21 14.056 1905 1909 1914 rVvVv 81246 132620 6.33% 0.896%
22 14.133 1916 1922 1928 rVB 204065 325665 15.54% 2.199%

23 14.244 1936 1941 1950 rVB2 34335 72622 3.47% 0.490%
24 14.409 1964 1969 1975 rBV 25438 46182 2.20% 0.312%
25 14.556 1989 1994 1999 rBV3 15727 24044 1.15% 0.162%
26 14.685 2002 2016 2023 rBV2 253834 501184 23.92% 3.384%
27 14.755 2026 2028 2033 rVB4 17859 26512 1.27% 0.179%
28 14.890 2045 2051 2058 rBV3 21432 49319 2.35% 0.333%
29 15.079 2078 2083 2091 rVB3 26664 49955 2.38% 0.337%
30 15.155 2091 2096 2105 rVB3 26701 57885 2.76% 0.391%
31 15.296 2115 2120 2125 rBV3 19365 37893 1.81% 0.256%
32 15.349 2125 2129 2133 rVB2 17197 27103 1.29% 0.183%
33 15.460 2141 2148 2151 rBvV4 18955 41600 1.99% 0.281%
34 15.502 2151 2155 2161 rVB3 31176 47694 2.28% 0.322%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022443.D

Aca On 19 Jun 2016 3:58

Operator : UM/SJ

Sample = H3489-05

Misc :

ALS Vial : 52 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-BG060616 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 16.177 2265 2270 2278 rBV2 121035 210987 10.07% 1.425%

36 16.359 2297 2301 2303 rBV2 22457 31959 1.53% 0.216%
37 16.500 2321 2325 2329 rBV 16642 26294 1.25% 0.178%
38 16.565 2331 2336 2340 rVv2 15428 29606 1.41% 0.200%
39 16.618 2341 2345 2349 rVV3 16090 22973 1.10% 0.155%
40 16.882 2387 2390 2394 rVB 15011 22333 1.07% 0.151%
41 17.153 2432 2436 2440 rBVY 22416 30732 1.47% 0.208%
42 17.429 2477 2483 2488 rBVY 254038 429016 20.47% 2.897%
43 17.476 2488 2491 2496 rVB 57588 89286 4._.26% 0.603%
44 17.887 2558 2561 2568 rVB2 24620 35163 1.68% 0.237%

45 19.479 2827 2832 2837 rBVY 85384 131697 6.28% 0.889%
46 19.703 2866 2870 2875 rBVY 53110 76553 3.65% 0.517%
47 19.843 2891 2894 2901 rVB2 90254 139363 6.65% 0.941%

48 20.026 2920 2925 2932 rBVY 985673 1409127 67.24% 9.515%
49 21.700 3205 3210 3227 rVB2 203827 471238 22.49% 3.182%

Sum of corrected areas: 14809255
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022443.D

Aca On 19 Jun 2016 3:58

Operator : UM/SJ

Sample - H3489-05

Misc :

ALS Vial : 52 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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: BG022443.D
87
1200000
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600000

7:237.59 8.37

400000
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200000 5.11 605 10.87 12
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Abundance TIC: BG022443.D
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800000
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400000
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Abundance TIC: BG022443.D

1200000
1000000
800000
600000
400000

200000 oo N
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022443.D

Aca On 19 Jun 2016 3:58

Operator : UM/SJ

Sample - H3489-05

Misc :

ALS Vial : 52 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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 unknown2.87 Concentration Rank 1

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

2.87 192.18 ng 2095670 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 28
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
3 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 9
4 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 7

Abundance Scan 5 (2.869 min): BG022443.D (-3) (-) m/z 73.00 100.00%
73
5000 43 o /\\\_
PR
2.90 3.00 3.10 3.20 3.30
55
o/ N ATH N R 1 PN m/z 43.00 36.60%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #8445: 2-Hydroxy-2-methylbutyric acid
73
5000 43 55
2.90 3.00 3.10 3.20 3.30
29 m/z 89.00 33.50%
o | 8,1 50 || 61 82 % 103
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance
73
2.90 3.00 310 320 3.30
5000 m/z 41.00 7.67%
45
29
o 39 50 95 67 101
mz-> 20 30 40 50 60 70 80 90 100 110
Abundance #4670: Propane, 2,2-dimethoxy-
73 2.90 3.00 3.10 3.20 3.30
m/z 45.00 5.90%
5000 43
89
m/z--> 20 30 4'0 5'0 6|0 70 80 90 100 110 290 3.00 3.10 3.20 3.30
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022443.D

Aca On 19 Jun 2016 3:58

Operator : UM/SJ

Sample - H3489-05

Misc :

ALS Vial : 52 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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 2 3-Penten-2-one, 4-methyl- Concentration Rank 9

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

4.49 4.94 ng 53876 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 86
2 2-Pentene. 2.3-dimethvl- 98 C7H14 010574-37-5 86
3 Furan. 2-methoxv- 98 C5H602 025414-22-6 86
4 3-Hexen-2-one 98 C6H100 000763-93-9 86
5 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 86

Abundance Scan 281 (4.491 min): BG022443.D (-275) (-) m/z 83.00 100.00%
83
55
5000 98
43
420 4.40 4.60 4.80
0 ...,....,....,..?Z';l-.‘...;'.'::.,.‘?“?.,....,:'...,....,.... m/z 55.00 73.61%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3179: 3-Penten-2-one, 4-methyl-
55 83
43
5000 29 %8 420 440 460 480
m/z 98.00 43.66%
0 23“\ 37\\‘\ 49M‘ | 61 67 77 | 92 L
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance
55 83
4 IR SRR R S
420 4.40 4.60 4.80
5000 m/z 42.95 29.95%
27 98
69
15
49 63 77 91
G L S UL SULALS BRI IS SIS UL UL W
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3034: Furan, 2-methoxy- R A Rae n
83 98 420 4.40 4.60 4.80
55 m/z 39.00 19.81%
5000
41 69
0'"|"''|""|""|""'|"'"|""‘|""|'l"|""‘|"" URI R I UL R
m/z--> 10 20 30 40 50 60 70 8 90 100 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022443.D

Aca On 19 Jun 2016 3:58

Operator : UM/SJ

Sample - H3489-05

Misc :

ALS Vial : 52 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG060616 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

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

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

5.11 24 .37 ng 265746 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 5-Hexen-2-one 98 C6H100 000109-49-9 9
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 Guanidine 59 CH5N3 000113-00-8 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 386 (5.108 min): BG022443.D (-379) (-) m/z 43.00 100.00%
43
59
5000
101
T
83 480 5.00 520 5.40
o...,....,....,..?7.-,'::..??.4'.,...‘??....,.-...,...:,....,. m/z 59.00 66.64%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LRI LN R I L
59 480 500 520 540
m/z 101.00 27 .93%
15 31 101
o | 25 7 37, 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
480 500 520 540
5000 m/z 57.95 19.34%
55
0 37 49 65 71 77 83 98
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3993: Morpholine, 4—methy|— |||||||||llll|llll|llll/|
43 480 5.00 520 5.40
m/z 41.00 8.16%
5000
101
15 97 71
ol Tism 4 ®e | 77 s y
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022443.D

Aca On 19 Jun 2016 3:58

Operator : UM/SJ

Sample - H3489-05

Misc :

ALS Vial : 52 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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 unknown7.59 Concentration Rank 2

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

7.59 92.40 ng 1007570 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 808 (7.587 min): BG022443.D (-800) (-) m/z 131.90 100.00%
5000 /\‘
68
P \ 750 70 780 780 850
Ol e 8 L A0 e M/Z 133.90  34.67%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 LR UL AL I
7.20 7.40 7.60 7.80 8.00
31 51 m/z 68.00 34 .52%
0"hMI'Hw'l'L"'w"'w"""'w"'w"'w"'w"'
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132
7.20 7.40 7.60 7.80 8.00
5000 67 m/z 65.95 22.16%
41 97
53
79 117
e L S L AL L LI B WL B B B
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #88584: Amphetaminil
132 7.20 7.40 7.60 7.80 8.00
m/z 69.00 13.69%
5000
91 105
39 51 65 77 | 117 | 145159 178 208 222
m/z--> 4'0 6|0 80 1(')0 120 140 160 180 200 220 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\BG061716\
Data File : BG022443.D

Aca On 19 Jun 2016 3:58

Operator : UM/SJ

Sample - H3489-05

Misc :

ALS Vial : 52 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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 Cyclohexasiloxane, dodecame... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.08 4.55ng 82886  Naphthalene-d8 10.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Cvclohexasiloxane. dodecamethvl- 444 C12H3606Si6  000540-97-6 91

2 2.2"-Bis(trimethvisilvloxv)diphe... 344 C19H2802Si2 097993-26-5 10
3 1.1.1.5.7.7.7-Heptamethvl-3.3-bi... 444 C13H4005Si6 038147-00-1 10
4 2H-1.4-Benzodiazepin-2-one. 7-ch... 342 C18H19CIN20Si 055299-24-6 10
5 Pregnane-3,20-dione, 11-[(trimet... 462 C26H46N203Si 057305-27-8 10

Abundance Scan 1573 (12.082 min): BG022443.D (-1562) (-) m/z 73.00 100.00%
7B
5000 341
147 429 L
11.80 12.00 12.20 12.40
45 179 207 251 311
o...:-,'...??.“.9..,....,l....,-....,..|l..l,....,..l.. m/z 340.90 44.41%
miz--> 50 100 150 200 250 300 350 400
Abundance #163618: Cyclohexasiloxane, dodecamethyl-
73
5000 LI INL L L L L L L L L
241 429 11.80 12.00 12.20 12.40
147 m/z 147 .00 22 .95%
oL15 45 147 | 177 207 237 267 311 k 369 399
o =
miz--> 50 100 150 200 250 300 350 400
Abundance
73
11.80 12.00 12.20 12.40
5000 344 m/z 341.90 17.28%
. 147 179 207 241 281
T T e T T e e T
miz--> 50 100 150 200 250 300 350 400
Abundance #163622: 1,1,1,5,7,7,7-Heptamethyl-3,3-bis(trimethylsiloxy ... L e
78 11.80 12.00 12.20 12.40
m/z 324.90 15.46%
147
5000 267
355 429
5 207
miz--> 50 100 150 200 250 300 350 400 1180 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022443.D

Aca On 19 Jun 2016 3:58

Operator : UM/SJ

Sample - H3489-05

Misc :

ALS Vial : 52 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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 Naphthalene, l-ethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.72 2.55 ng 63789 Acenaphthene-d10 14.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1-ethvl- 156 C12H12 001127-76-0 96
2 Naphthalene. 2-ethvl- 156 C12H12 000939-27-5 95
3 2-Thiophenecarboxvlic acid. 5-et... 156 C7H802S 023229-72-3 59
4 2" .5"-Difluoroacetophenone 156 C8H6F20 001979-36-8 53
5 37,4"-Difluoroacetophenone 156 C8H6F20 000369-33-5 53
Abundance Scan 1852 (13.721 min): BG022443.D (-1843) (-) m/z 141.00 100.00%
141
5000 156
115
63 76 91 105 128 13.40 13.60 13.80 14.00
0...,....,....,....‘,1.1...,..:-.,.':'..,-..-'.':,:.-..-,-....,..-..,..|..,..-:'!',....';l....-,:':'.'.,... m/z 156.00 46.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27158: Naphthalene, 1-ethyl-
141
5000 136
13.40 13.60 13.80 14.00
115 m/z 115.00 23.97%
0 15 2\7 3\9 5\\1 (?\? Z\(\S 89 102 1‘\2‘\8 | ‘ 1l
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
141
156 13.40 13.60 13.80 14.00
5000 m/z 141.90 12.29%
115
oL 15 27 39 51 63 % g9 102 128
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27435: 2-Thiophenecarboxylic acid, 5-ethyl-
141 13.40 13.60 13.80 14.00
m/z 128.00 10.14%
5000 196
45 111
o 26 37 | 836169778 9 || 124 | |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022443.D

Aca On 19 Jun 2016 3:58

Operator : UM/SJ

Sample - H3489-05

Misc :

ALS Vial : 52 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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 Naphthalene, 2,6-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

13.85 5.81 ng 145559 Acenaphthene-d10 14.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 97
2 Naphthalene. 1.5-dimethvl- 156 C12H12 000571-61-9 97
3 Naphthalene. 2.7-dimethvl- 156 C12H12 000582-16-1 97
4 Naphthalene. 1.8-dimethvl- 156 C12H12 000569-41-5 96
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96

Abundance Scan 1874 (13.851 min): BG022443.D (-1866) (-) m/z 156.00 100.00%

1%6
141

5000

13.60 13.80 14.00 14.20

(o} m/z 141.00 71.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27167: Naphthalene, 2,6-dimethyl-
156
141
5000
13.60 13.80 14.00 14.20
115 128 m/z 155.00 39.45%
51
...,.1.?.,..2..7,..ff?....ﬂ....,.‘i.. ..l‘. AN N T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
156
141 13.60 13.80 14.00 14.20
5000 m/z 152.90 17.87%

5
15 27 39 51 63 77 g9 109 128

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27176: Naphthalene, 2,7-dimethyl-
156 13.60 13.80 14.00 14.20
m/z 115.00 16.03%
5000 141

128
15 27 39 51 63 77 g9 gop 115 |0 |

o

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022443.D

Aca On 19 Jun 2016 3:58

Operator : UM/SJ

Sample - H3489-05

Misc :

ALS Vial : 52 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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 Naphthalene, 2,3-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.01 6.42 ng 160905 Acenaphthene-d10 14.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 97
2 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 96
3 Naphthalene. 1.4-dimethvl- 156 C12H12 000571-58-4 96
4 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 96
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96

Abundance Scan 1901 (14.009 min): BG022443.D (-1894) (-) m/z 155.95 100.00%

141

5000

13.60 13.80 14.00 14.20 14.40

(o} m/z 141.00 93.46%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27181: Naphthalene, 2,3-dimethyl-
156
141
5000
13.60 13.80 14.00 14.20 14.40
m/z 155.00 32.47%
76 115 4,g
0 18 27 39 o1 6\:\3 89 102 ‘ ik Al H‘
T T T T T T T e e T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
156
141
13.60 13.80 14.00 14.20 14.40
5000 m/z 114.95 20.50%

76 115 ;o8

27 39 51 63 89 102

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27193: Naphthalene, 1,4-dimethyl-

156 13.60 13.80 14.00 14.20 14.40

141 m/z 128.00 16.94%
5000
115
o 27 39 51 65 ‘7 89 102 | h J H‘
T T T e e e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 13.60 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022443.D

Aca On 19 Jun 2016 3:58

Operator : UM/SJ

Sample - H3489-05

Misc :

ALS Vial : 52 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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 Naphthalene, 1,6-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .06 5.29 ng 132620 Acenaphthene-d10 14.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 95
2 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 90
3 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 89
4 Naphthalene. 1.5-dimethvl- 156 C12H12 000571-61-9 86
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 86
Abundance Scan 1910 (14.062 min): BG022443.D (-1905) (-) m/z 155.95 100.00%
73 186
5000
13.80 14.00 14.20 14.40
o} m/z 73.00 83.09%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #27196: Naphthalene, 1,6-dimethyl-
156
5000 U UL B LN B
13.80 14.00 14.20 14.40
m/z 140.95 69 .29%
115
0 '??'lﬁg'l'hﬁbﬂ“"|"'w""l"”l""l'“'l""l
m'z-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
156
13.80 14.00 14.20 14.40
5000 m/z 146.95 50.79%
L, 115
15 51
O S U L S B S WL L WL B LI W
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #27169: Naphthalene, 1,7-dimethyl-
156 13.80 14.00 14.20 14.40
m/z 280.90 43.10%
5000
115
77
15 51
m'z-> 0 50 100 150 200 250 300 350 400 450 500 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022443.D

Aca On 19 Jun 2016 3:58

Operator : UM/SJ

Sample - H3489-05

Misc :

ALS Vial : 52 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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 13 Naphthalene, 2,3,6-trimethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.15 2.31 ng 57885 Acenaphthene-d10 14.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.3.6-trimethvl- 170 C13H14 000829-26-5 94
2 Naphthalene. 1.4.6-trimethvl- 170 C13H14 002131-42-2 91
3 Naphthalene. 1.6.7-trimethvl- 170 C13H14 002245-38-7 91
4 3-(2-Methvl-propenvl)-1H-indene 170 C13H14 1000187-78-5 83
5 1-(2,2-Dimethylcyclopropyl)-2-ph... 170 C13H14 1000294-91-1 72
Abundance Scan 2095 (15.149 min): BG022443.D (-2091) (-) . m/z 170.00 100.00%
155 1o
5000
115 128 5 14.80 15.00 15.20 15.40
of m/z 155.00 78 .70%
m/z--> 20 40 60 80 100 120 140 160
Abundance #36216: Naphthalene, 2,3,6-trimethyl-
155 170
5000
14.80 15.00 15.20 15.40
128 m/z 151.90 20.50%
s 27 3 51 @ s g0 M5 P am |
miz--> 20 40 60 80 100 120 140 160
Abundance
155
170
14.80 15.00 15.20 15.40
5000 m/z 168.90 19.81%
115 128
miz--> 20 40 60 80 100 120 140 160
Abundance #36213: Naphthalene, 1,6,7-trimethyl-
155 170 14.80 15.00 15.20 15.40
m/z 153.00 15.99%
5000
115 128
(e R ?}'I "'7F|§§ "}q3"t| ""1ﬁ%"'| ”JL' T \ i
m/z--> 20 40 60 80 100 120 140 160 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022443.D

Aca On 19 Jun 2016 3:58

Operator : UM/SJ

Sample - H3489-05

Misc :

ALS Vial : 52 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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 14 Hexadecanoic acid, butyl ester Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
19.70 3.25 ng 76553 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 95
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 92
3 Hexadecanoic acid. 2-methvlpropv... 312 C20H4002 000110-34-9 50
4 Nipecotic acid 129 C6H11NO2 000498-95-3 47
5 Urea, N,N"-di-2-propenyl- 140 C7H12N20 001801-72-5 30
Abundance Scan 2870 (19.703 min): BG022443.D (-2866) (-) m/z 56.00 100.00%

5000
151 171 193 213 274 293 312 332 19.40 19.60 19.80 20.00
0 m/z 57.00 62.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #124073: Hexadecanoic acid, buty| ester
56
5000 LA L L L L LN |
19.40 19.60 19.80 20.00
29 m/z 73.00 34_.56%
‘H | 157 185 213 ‘ 283 312
O.HPLWL..”.Manv”““”w””.”.””.”.”m.”.””“”w””,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
56
R e REEEE R ]
19.40 19.60 19.80 20.00
5000 m/z 43.00 33.83%
29 73

9257

129
o7 157 185 213 23 081 312

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #124097: Hexadecanoic acid, 2-methylpropy! ester R EmEE A R aRa]
57 19.40 19.60 19.80 20.00
m/z 41.00 32.32%
5000 4
239 957
129
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 19. 40 19 60 19. 80 20 00

8270-BG060616.M Mon Jun 20 18:32:26 2016
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061716\
Data File : BG022443.D

Acq On 19 Jun 2016 3:58

Operator : UM/SJ

Sample - H3489-05

Misc :

ALS Vial : 52 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060616 .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]
unknown?2 .87 2.87 192.2 ng 2095670 1 8.05 218089 20.0
3-Penten-2-one, 4... 4.49 4.9 ng 53876 1 8.05 218089 20.0
2-Pentanone, 4-hy... 5.11 24 .4 ng 265746 1 8.05 218089 20.0
unknown? .59 7.59 92.4 ng 1007570 1 8.05 218089 20.0
Cyclohexasiloxane... 12.08 4.5 ng 82886 2 10.87 363992 20.0
Naphthalene, 1-et... 13.72 2.5 ng 63789 3 14.68 501184 20.0
Naphthalene, 2,6-... 13.85 5.8 ng 145559 3 14.68 501184 20.0
Naphthalene, 2,3-... 14.01 6.4 ng 160905 3 14.68 501184 20.0
Naphthalene, 1,6-... 14.06 5.3 ng 132620 3 14.68 501184 20.0
Naphthalene, 2,3,... 15.15 2.3 ng 57885 3 14.68 501184 20.0
Hexadecanoic acid... 19.70 3.3 ng 76553 5 21.70 471238 20.0
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