LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM121015\
Data File : BM003473.D

Aca On : 11 Dec 2015 03:35

Operator : UM/I1Z

Sample : 64725-02

Misc :

ALS Vial : 41 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:\HPCHEM1I\BNA M\METHODS\8270-BM120915.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 4.840 292 298 308 rVB 372142 522804 15.14% 1.724%
2 5.304 371 377 385 rBVY 1497483 2188108 63.36% 7.216%
3 6.898 637 648 664 rVB 1418346 2352335 68.12% 7.757%
4 7.257 701 709 719 rBVY 1550779 2498243 72.34% 8.239%
5 7.722 780 788 794 rBV 263400 424992 12.31% 1.402%
6 8.039 835 842 850 rVB 1155719 1866425 54.05% 6.155%
7 8.881 977 985 992 rBV 901595 1485276 43.01% 4 .898%
8 10.510 1253 1262 1268 rBV 376333 635175 18.39% 2.095%
9 10.563 1268 1271 1275 rVB 27620 37873 1.10% 0.125%
10 12.174 1536 1545 1552 rVB 47716 79146 2.29% 0.261%
11 12.398 1577 1583 1592 rVB 35256 53332 1.54% 0.176%
12 12.986 1676 1683 1692 rBVY 2022226 3175024 91.94% 10.470%
13 13.192 1713 1718 1723 rBvV2 25276 34623 1.00% 0.114%
14 13.686 1796 1802 1807 rBV 32294 54968 1.59% 0.181%
15 13.739 1807 1811 1818 rVB 29138 43886 1.27% 0.145%
16 13.827 1820 1826 1830 rBvV 223524 323109 9.36% 1.066%
17 14.274 1896 1902 1906 rBvV 50306 66955 1.94% 0.221%
18 14.374 1910 1919 1925 rVV2 477765 749159 21.69% 2.471%
19 14.768 1982 1986 1991 rVB 39073 55094 1.60% 0.182%
20 15.163 2045 2053 2056 rBV3 20809 37738 1.09% 0.124%
21 15.227 2060 2064 2069 rVB 58164 74917 2.17% 0.247%
22 15.415 2091 2096 2102 rBV3 44741 70189 2.03% 0.231%
23 15.633 2127 2133 2137 rVB3 23898 39408 1.14% 0.130%
24 15.715 2143 2147 2155 rVB 22639 37190 1.08% 0.123%
25 15.862 2164 2172 2181 rBVY 1401606 2067385 59.87% 6.818%
26 16.092 2206 2211 2212 rBV 70801 95858 2.78% 0.316%
27 16.110 2212 2214 2220 rVB 82954 105330 3.05% 0.347%
28 16.662 2300 2308 2311 rBV3 31504 57935 1.68% 0.191%
29 16.880 2341 2345 2351 rVB3 45555 57134 1.65% 0.188%

30 17.121 2379 2386 2389 rBV 539083 792041 22.94% 2.612%

31 17.162 2389 2393 2400 rVvVv 272458 405216 11.73% 1.336%
32 17.251 2404 2408 2413 rVB 68264 91216 2.64% 0.301%
33 17.615 2467 2470 2478 rVB2 31604 41781 1.21% 0.138%
34 18.009 2529 2537 2540 rBV2 63924 138810 4.02% 0.458%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM121015\
Data File : BM003473.D

Aca On : 11 Dec 2015 03:35

Operator : UM/I1Z

Sample : 64725-02

Misc :

ALS Vial : 41 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:\HPCHEM1I\BNA M\METHODS\8270-BM120915.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 18.039 2540 2542 2548 rVB 65302 87446 2.53% 0.288%
36 18.121 2551 2556 2562 rBV 30767 45337 1.31% 0.150%
37 18.186 2562 2567 2571 rBV2 59475 110948 3.21% 0.366%
38 18.227 2571 2574 2579 rVB 40929 55929 1.62% 0.184%
39 18.309 2583 2588 2592 rBV3 36276 52740 1.53% 0.174%
40 18.498 2616 2620 2623 rBVY 31992 39777 1.15% 0.131%
41 18.915 2686 2691 2694 rBV2 28551 44434 1.29% 0.147%
42 19.056 2711 2715 2722 rVB4 21620 40856 1.18% 0.135%
43 19.180 2731 2736 2743 rBVY 381357 504755 14.62% 1.665%
44 19.450 2778 2782 2788 rVB 34942 44316 1.28% 0.146%
45 19.545 2788 2798 2806 rBV2 314100 583795 16.91% 1.925%
46 19.621 2806 2811 2818 rVB2 28984 51130 1.48% 0.169%
47 19.750 2818 2833 2839 rBV 2541772 3453318 100.00% 11.388%
48 19.868 2848 2853 2860 rBV4 26984 71713 2.08% 0.236%
49 20.045 2879 2883 2885 rBV2 32690 43404 1.26% 0.143%
50 20.145 2896 2900 2904 rBV2 26467 34782 1.01% 0.115%
51 20.197 2904 2909 2913 rVB2 36935 67279 1.95% 0.222%
52 20.497 2957 2960 2965 rVB2 32009 37191 1.08% 0.123%
53 20.562 2967 2971 2974 rVV 35039 38241 1.11% 0.126%
54 20.792 3007 3010 3017 rVB2 29352 38584 1.12% 0.127%

55 21.021 3046 3049 3057 rVB4 102916 160079 4.64% 0.528%

56 21.309 3091 3098 3102 rBV2 772275 1192808 34.54% 3.934%
57 21.344 3102 3104 3111 rVB 167087 210093 6.08% 0.693%

58 21.462 3120 3124 3128 rBV2 67802 83881 2.43% 0.277%
59 21.627 3148 3152 3156 rVB2 24847 41593 1.20% 0.137%
60 21.897 3195 3198 3208 rVB3 44292 97347 2.82% 0.321%

61 22.356 3273 3276 3288 rVB5 51935 101582 2.94% 0.335%
62 22.886 3359 3366 3371 rBV2 127967 346327 10.03% 1.142%
63 23.368 3443 3448 3454 rBV 73571 132530 3.84% 0.437%
64 23.462 3456 3464 3474 rVV 224753 651669 18.87% 2.149%
65 23.562 3474 3481 3488 rVVv 440748 835696 24.20% 2.756%

66 25.827 3861 3866 3878 rVB 53721 159744 4.63% 0.527%
67 26.532 3980 3986 3995 rVB2 37089 105634 3.06% 0.348%

Sum of corrected areas: 30323633
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA M\DATA\BM121015\
Data File : BM003473.D

Aca On : 11 Dec 2015 03:35

Operator : UM/I1Z

Sample : 64725-02

Misc :

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA M\METHODS\8270-BM120915.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance
2500000

2000000

1500000

1000000

500000

TIC: BM003473.D

7.26
5.30 6.90

8.04
8.88

4.84 10.51
7.72

.56

0
Time-->

350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance
2500000

2000000

1500000

1000000

500000

TIC: BM003473.D
1975

12.99

15.86

12.12.40 13.19 1B

Time--> 12.00 12.50 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance
2500000

2000000

1500000

1000000

500000

0

TIC: BM003473.D

21.31

4
20.7291.022 %ﬂ; 621.90 22.36 25.83 26.53

Time-->

21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM121015\
Data File : BM003473.D

Aca On : 11 Dec 2015 03:35

Operator : UM/I1Z

Sample : 64725-02

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM120915.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.84 24 .60 ng 522804 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 47
3 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 17
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 298 (4.840 min): BM003473.D (-292) (-) m/z 43.05 100.00%
a3
59
5000
101
83 4.60 4.80 5.00 5.20
o...,....,....,....','::..?.1.~!~.|i...‘??....,.-...,....-,....,....,....,....,...., m/z 59.10 65.63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A U L UL UL
59 460 480 500 5.20
m/z 101.10 29.42%
15 31 101
0 ‘ Tl Ly 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
460 480 500 520
0
5000 101 m/z 58.10 17.13%
28 59
70 84
0 15 51
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester e
59 4.60 4.80 5.00 5.20
m/z 41.10 9.24%
5000 41
68
0 150 . 126 147 -
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM121015\
Data File : BM003473.D

Aca On : 11 Dec 2015 03:35

Operator : UM/I1Z

Sample : 64725-02

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM120915.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 unknown7.26 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
726 117.57 ng 2498240  1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35

031357-76-3 17
028749-81-7 9

2 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12

4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9
Abundance m/z 132.10 100.00%

Scan 709 (7.257 min): BM003473.D (-701) (-)
132

5000
68

9 e L e e
40 54 78 6 207 7.00 7.20 7.40 7.60

0 e || m/z 68.10  35.93%
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 ||/\|||||||||||||||||||||
7.00 7.20 7.40 7.60
0
31 51 m/z 134.10 32.60%
0 ‘ Il 1 H 1y #9 . !
L o o e B o o A BRBLA A i e o o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
132
N R
7.00 7.20 7.40 7.60
5000 67 m/z 66.10 23.30%
41 97
53 117
79
107
R e = =
m/z--> 20 40 80 100 120 140 160 180 200
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R R mmma S
132 7.00 7.20 7.40 7.60
m/z 69.10 15.30%
117
5000
39 91
27 5l 65 77 ‘ 105 ‘ |
0,.k..p.w.ﬂﬁ.ﬂq.u.,ﬂ..h.w‘.,”..,.”.,...w.... e e,
m/z--> 20 40 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM121015\
Data File : BM003473.D

Aca On : 11 Dec 2015 03:35

Operator : UM/I1Z

Sample : 64725-02

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM120915.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 Tetradecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.23 2.00 ng 74917 Acenaphthene-d10 14 .37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 Heptadecane 240 C17H36 000629-78-7 90
3 Tritetracontane 605 C43H88 007098-21-7 90
4 Pentadecane 212 C15H32 000629-62-9 90
5 Hexadecane 226 C16H34 000544-76-3 86
Abundance Scan 2064 (15.227 min): BM003473.D (-2060) (-) m/z 57.10 100.00%
g7
e \K»J\J\_,d~,}\IM—_~mv~,/l\/
99 U AL SUREUR UL B
141 207 15.00 15.20 15.40 15.60
O m/z 71.10 72 .24%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #55010: Tetradecane
57
5000 LR BRI SULILLE B B
mmmmmmmm
m/z 43.10 64 .06%
2 | 198
OH.LuL.MWA,”.J.”...” M M
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
"' 15.00 15.20 15.40 15.60
5000 m/z 85.10 51.81%
99
o 27 141 132 240
m/z--> éo 160 1éo 200 250 300 350 460 4%0 560 séo 660
Abundance #172667: Tritetracontane
57 15.00 15.20 15.40 15.60
m/z 41.10 32.26%
5000
97
o | 127 169 211 253 295 337 379 421 463 505 547 604
m/z--> éo 160 150 260 250 300 350 400 450 560 séo 660 1550 1520 1540 1560
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM121015\
Data File : BM003473.D

Aca On : 11 Dec 2015 03:35

Operator : UM/I1Z

Sample : 64725-02

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM120915.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 5 Tridecane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
16.09 2.42 ng 95858 Phenanthrene-d10 17.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 91
2 Tetradecane 198 C14H30 000629-59-4 91
3 Dodecane 170 C12H26 000112-40-3 90
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 83
5 Pentadecane 212 C15H32 000629-62-9 80
Abundance Scan 2211 (16.092 min): BM003473.D (-2206) (-) m/z 57.10 100.00%
87 1

5000

-

99 169 LA L L L LB LB
113 127 141153 164 198 15.80 16.00 16.20 16.40

m/z 71.10 83.33%

04
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45543: Tridecane

71

5000 85 e ey e e,
15. 80 16. 00 16. 20 16. 40

SN

w
a
S

29 % m/z 43.05 62.95%
Omﬂw\w |~ 12 127 141 155 169 184
T N M i S LS T
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
43
71 Rt Qe gt s s
15.80 16.00 16.20 16.40
5000 85 m/z 85.05 54 _.65%
29
9 113 15 198
0 127 141 155 169 182
T = T e s
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #36159: Dodecane S LR B S et
57 15.80 16.00 16.20 16.40
2 m/z 41.05 32.48%
71
5000
85
08 170
s DA Lm0 ] e
miz--> 20 40 60 80 100 120 140 160 180 200 1580 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM121015\
Data File : BM003473.D

Aca On : 11 Dec 2015 03:35

Operator : UM/I1Z

Sample : 64725-02

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM120915.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 Octane, 2,6-dimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
16.11 2.66 ng 105330 Phenanthrene-d10 17.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 72
2 Pentadecane. 2.6.10.14-tetramethvl- 268 C19H40 001921-70-6 64
3 Undecane. 2.5-dimethvl- 184 C13H28 017301-22-3 53
4 Undecane. 6.6-dimethvl- 184 C13H28 017312-76-4 53
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 50

Abundance Scan 2214 (16.110 min): BM003473.D (-2212) (-) m/z 71.10 100.00%
57 7
e 43 L/\/\\L
127 182 15.80 16.00 16.20 16,40
ol i 207 m/z 57.10 86.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #18443: Octane, 2,6-dimethyl-
57
43 71
5000 AUV AR AR
15.80 16.00 16.20 16.40
29 s 113 m/z 43.10 35.84%
0 15 \‘ 11l bl | 99 \‘ 127142
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57
1 U AR SR BN B
15.80 16.00 16.20 16.40
5000 43 m/z 113.10 22 .86%
8 113
29 99 183
o 127141155169 197211 225230253 268
wmwmﬁwwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 A
Abundance #45581: Undecane, 2,5-dimethyl- SRRMESESESRARY Y NS
57 15.80 16.00 16.20 16.40
m/z 85.10 20.10%
5000 43
71
29 ‘
0 |, | 85 99113126141155169 184
m/z--> 20 Jo 60 85 100 120 140 160 180 200 220 240 260 15.80 16.00 16,20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM121015\
Data File : BM003473.D

Aca On : 11 Dec 2015 03:35

Operator : UM/I1Z

Sample : 64725-02

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM120915.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.01 3.51 ng 138810 Phenanthrene-d10 17.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 45
3 Tetradecanoic acid 228 C14H2802 000544-63-8 43
4 Tridecanoic acid 214 C13H2602 000638-53-9 38
5 n-Decanoic acid 172 C10H2002 000334-48-5 27
Abundance Scan 2537 (18.009 min): BM003473.D (-2529) (-) m/z 73.10 100.00%
78
60
43 192
5000
17.60 17.80 18.00 18.20 18.40
(o} m/z 60.00 70.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 44
5000 R DU BN SRR B
ﬂmﬂmmmmmmm
m/z 43.05 60.99%
. I “\ f }01}151291431571711851992132272422?6
m/z--> 25 Jo 80 100 120 150 160 180 200 220 240 260
Abundance
43 60 73
17.60 17.80 18.00 18.20 18.40
5000 - 129 m/z 57.10 58.55%
87 242
143 199
115 185
101 157171 213
O T T e e
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 250 2éo
Abundance #75072: Tetradecanoic acid A R o
60 73 17.60 17.80 18.00 18.20 18.40
43 m/z 192.10 58.12%
5000 129
29
oL 15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.|60 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM121015\
Data File : BM003473.D

Aca On : 11 Dec 2015 03:35

Operator : UM/I1Z

Sample : 64725-02

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM120915.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 Phenanthrene, 1-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.04 2.21 ng 87446 Phenanthrene-d10 17.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 94
2 1H-Cvclopropalllphenanthrene.la.... 192 C15H12 000949-41-7 93
3 Anthracene. 9-methvl- 192 C15H12 000779-02-2 91
4 Anthracene. 1-methvl- 192 C15H12 000610-48-0 87
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 87
Abundance Scan 2542 (18.039 min): BM003473.D (-2540) (-) m/z 192.10 100.00%
2
5000 /U\
165 TS0 1 '”' 0 1840
63 g 95 151 181 17.80 18.00 18.20 18.40
ol 4 100115 139 m/z 191.10 54.02%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50623: Phenanthrene, 1-methyl-
192
5000 LR B BN UL B
17.80 18.00 18.20 18.40
165 m/z 189.10 26.21%
ol 27 39 50 63 74 8796 115126 139 152 | 176 |
mz> 20 4 60 80 100 10 10 1o 10 200
Abundance
192
' 17.80 '1'80'0' '1'82'0' 18.40
5000 m/z 193.10 15.97%
165
ol 27 39 51 63 73 83 96 106115 126 139 152 176
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #50614: Anthracene, 9-methyl-
192 17.80 18.00 18.20 18.40
m/z 190.10 14.07%
5000
165
o 28 39 51 63 75 83 ‘ 106115 126 139 152 ~ |” 176 ‘M\
m/z--> 20 45 eb 8b 100 120 140 160 1éo 200 1%80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM121015\
Data File : BM003473.D

Aca On : 11 Dec 2015 03:35

Operator : UM/I1Z

Sample : 64725-02

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM120915.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 Benzaldehyde, 3,5-dichloro-... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.19 2.80 ng 110948 Phenanthrene-d10 17.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzaldehvde. 3.5-dichloro-2-hvd... 190 C7H4Cl1202 000090-60-8 64
2 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 49
3 Phenanthrene. 4-methvl- 192 C15H12 000832-64-4 46
4 Pvrazole-4-carboxaldehvde. 3-(4-... 190 C10H7FN20 306936-57-2 43
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 42

Abundance Scan 2568 (18.192 min): BM003473.D (-2562) (-) m/z 189.10 100.00%

9

5000

=
_?

0\
LI B N N O

17.80 18.00 18.20 18.40 18.60
m/z 190.10 96.29%

115 139152 1

39
o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #49485: Benzaldehyde, 3,5-dichloro-2-hydroxy-

209 243

%

5000
17.80 18.00 18.20 18.40 18.60

m/z 192.10 56.77%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
190
R e S R i
17.80 18.00 18.20 18.40 18.60
5000 m/z 191.05 48.61%
94
0 2739 63 8l | 110122 137150163 178
T T T T T e T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #50622: Phenanthrene, 4-methyl-
192 17.80 18.00 18.20 18.40 18.60
m/z 94.70 24 _.13%
5000
40 95 165
. | 68 8 | 15130182 | |
R B e e o e o RREERREEEEEEEEEESEEE EE B B AR B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 17. 80 18. 00 18. 20 18 40 18. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM121015\
Data File : BM003473.D

Aca On : 11 Dec 2015 03:35

Operator : UM/I1Z

Sample : 64725-02

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM120915.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 Cyclopentadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.02 2.68 ng 160079 Chrysene-di12 21.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecane 210 C15H30 000295-48-7 95
2 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
3 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 90
4 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 89
5 7-Hexadecene, (2)- 224 C16H32 035507-09-6 83
Abundance Scan 3049 (21.021 min): BM003473.D (-3046) (-) m/z 57.10 100.00%

5000

-

111

207 226 553 20.80 21.00 21.20 21.40
282 m/z 71.10 71.92%

12

5
139155 181

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #63050: Cyclopentadecane

.

20.I80 21.IOO 21!20 21.I40
m/z 43.10 71.38%

5000

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43 Ehmat
71 20.80 21.00 21.20 21.40
5000 97 m/z 83.10 59.58%
ik Tos 168, _ 196
ol 15 1391547185 72211227 58
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #156888: Pentafluoropropionic acid, heptadecyl ester MR s )
57 20.80 21.00 21.20 21.40
43 83 g7 m/z 55.10 54.68%
5000
29 125
ol 139154168182196210 238 283
e N S EAEma
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 20.80 21.00 21.20 21.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM121015\
Data File : BM003473.D

Acq On : 11 Dec 2015 03:35

Operator : UM/1Z

Sample : G4725-02

Misc :

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM120915_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]
2-Pentanone, 4-hy... 4.84 24.6 ng 522804 1 7.72 424992 20.0
unknown7 .26 7.26 117.6 ng 2498240 1 7.72 424992 20.0
Tetradecane 15.23 2.0 ng 74917 3 14.37 749159 20.0
Tridecane 16.09 2.4 ng 95858 4 17.12 792041 20.0
Octane, 2,6-dimet... 16.11 2.7 ng 105330 4 17.12 792041 20.0
n-Hexadecanoic acid 18.01 3.5 ng 138810 4 17.12 792041 20.0
Phenanthrene, 1-m... 18.04 2.2 ng 87446 4 17.12 792041 20.0
Benzaldehyde, 3,5... 18.19 2.8 ng 110948 4 17.12 792041 20.0
Cyclopentadecane 21.02 2.7 ng 160079 5 21.31 1192810 20.0
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