LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG111117\
Data File : BG030949.D

Aca On : 11 Nov 2017 18:23

Operator : SJ/JU

Sample : 16339-02

Misc :

ALS Vial : 34 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 G\METHODS\8270-BG111017.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 3.493 29 35 53 rBvY 1394858 2344680 41.86% 3.018%
2 4.827 257 262 271 rVB 53860 85929 1.53% 0.111%
3 5.220 323 329 338 rBV 46504 70309 1.26% 0.090%
4 5.702 404 411 429 rBV 412220 706108 12.61% 0.909%
5 7.306 674 684 701 rBV 250992 485373 8.67% 0.625%
6 7.676 739 747 756 rBV 818554 1417890 25.31% 1.825%
7 8.140 820 826 831 rBV 184593 314221 5.61% 0.404%
8 8.193 831 835 845 rVB 65115 109465 1.95% 0.141%
9 8.469 873 882 895 rBV 798116 1410672 25.19% 1.816%
10 9.310 1017 1025 1038 rBV 630501 1118045 19.96% 1.439%

11 10.955 1297 1305 1319 rBV 267145 494494 8.83% 0.636%
12 11.607 1408 1416 1425 rBV 60422 121143 2.16% 0.156%
13 13.387 1710 1719 1730 rBV 2118862 3374165 60.24% 4._.343%
14 14.762 1946 1953 1966 rVB2 459670 773703 13.81% 0.996%

15 15.485 2070 2076 2081 rBV 55114 80528 1.44% 0.104%
16 16.102 2177 2181 2187 rBV 39767 60385 1.08% 0.078%
17 16.243 2198 2205 2217 rBV 1653833 2671560 47.70% 3.439%
18 16.560 2255 2259 2266 rBV 55611 73760 1.32% 0.095%

19 16.713 2280 2285 2289 rBV 194081 260258 4._.65% 0.335%
20 16.754 2289 2292 2297 rVB 218873 268995 4._.80% 0.346%

21 16.866 2306 2311 2320 rVB 253079 327805 5.85% 0.422%
22 17.065 2338 2345 2350 rBV 442510 625201 11.16% 0.805%
23 17.377 2392 2398 2409 rVV 1734309 2347439 41.91% 3.021%
24 17.482 2409 2416 2422 rBV3 1592931 3171136 56.62% 4.082%
25 17.535 2422 2425 2432 rVB 1312194 1658670 29.61% 2.135%

26 17.647 2438 2444 2449 rVB 1317113 1725618 30.81% 2.221%
27 17.841 2469 2477 2482 rBV 1927205 2910589 51.96% 3.746%
28 17.882 2482 2484 2489 rVB 212120 256452 4._.58% 0.330%
29 17.982 2497 2501 2506 rVB4 62606 97295 1.74% 0.125%
30 18.041 2506 2511 2514 rBV3 59344 114940 2.05% 0.148%

31 18.146 2523 2529 2533 rBV 4000389 5601205 100.00% 7.209%
32 18.193 2533 2537 2539 rVV 1343949 1923946 34.35% 2.476%
33 18.217 2539 2541 2545 rVV 1367081 1435640 25.63% 1.848%
34 18.270 2545 2550 2558 rVB 1405277 1924800 34.36% 2.477%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG111117\
Data File : BG030949.D

Aca On : 11 Nov 2017 18:23

Operator : SJ/JU

Sample : 16339-02

Misc :

ALS Vial : 34 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-BG111017.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 18.375 2560 2568 2573 rBV 1456524 2003429 35.77% 2.579%

36 18.434 2574 2578 2581 rBV5 79913 130253 2.33% 0.168%
37 18.569 2591 2601 2605 rBV 1912006 2957298 52.80% 3.806%
38 18.611 2605 2608 2612 rVV 318604 485993 8.68% 0.626%
39 18.646 2612 2614 2618 rVB 127809 152271 2.72% 0.196%
40 18.769 2632 2635 2641 rVB3 246013 327345 5.84% 0.421%

41 18.846 2642 2648 2653 rBV 3321322 4575569 81.69% 5.889%
42 18.940 2659 2664 2667 rBv4 239386 447822 8.00% 0.576%
43 19.039 2676 2681 2684 rBV3 99624 199730 3.57% 0.257%
44 19.139 2694 2698 2701 rBV4 306266 531443 9.49% 0.684%
45 19.186 2702 2706 2709 rVV5 332485 551234 9.84% 0.710%

46 19.316 2725 2728 2733 rVB4 237800 277092 4._95% 0.357%
47 19.474 2750 2755 2759 rBV5 560821 1170191 20.89%% 1.506%
48 19.509 2759 2761 2764 rVvv2 383630 422495 7.54% 0.544%
49 19.551 2766 2768 2772 rVV3 310753 425081 7.59% 0.547%
50 19.586 2772 2774 2778 rVB 450788 491029 8.77% 0.632%

51 19.627 2778 2781 2784 rBV3 270576 285187 5.09% 0.367%
52 19.692 2788 2792 2795 rBV3 543764 728786 13.01% 0.938%
53 19.733 2795 2799 2804 rBV3 425347 795141 14.20% 1.023%
54 19.821 2810 2814 2817 rBV3 524121 863273 15.41% 1.111%
55 19.985 2839 2842 2845 rBV2 697078 1015129 18.12% 1.307%

56 20.097 2857 2861 2867 rVB 3890801 4990670 89.10% 6.424%
57 20.203 2876 2879 2883 rBV3 351839 452071 8.07% 0.582%
58 20.250 2883 2887 2892 rVB5 322355 639653 11.42% 0.823%
59 20.303 2892 2896 2900 rBVv4 853250 1129209 20.16% 1.453%
60 20.520 2931 2933 2936 rBV5 376010 476846 8.51% 0.614%

61 20.591 2942 2945 2947 rBV2 351638 440331 7.86% 0.567%
62 20.626 2948 2951 2954 rVV3 477638 618124 11.04% 0.796%
63 20.690 2959 2962 2968 rBV6 606183 890856 15.90% 1.147%
64 20.755 2970 2973 2975 rBV 621735 736411 13.15% 0.948%
65 21.137 3034 3038 3046 rVB7 748394 1439999 25.71% 1.853%

66 21.830 3153 3156 3159 rBV3 447046 775689 13.85% 0.998%
67 22.083 3194 3199 3202 rBv4 778501 1459445 26.06% 1.878%
68 22.318 3234 3239 3250 rVB3 1024716 2200375 39.28% 2.832%
69 22.700 3300 3304 3310 rVB4 620406 1061263 18.95% 1.366%
70 28.029 4203 4211 4223 rVB3 321688 1183058 21.12% 1.523%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG111117\
Data File : BG030949.D

Aca On : 11 Nov 2017 18:23

Operator : SJ/JU

Sample : 16339-02

Misc :

ALS Vial : 34 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 - 0 Peak Location: TOP

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

Method
Title

Z:\HPCHEM1I\BNA G\METHODS\8270-BG111017.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 77692210
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Met
Quant Tit

TIC Libra
TIC Integ

LSC Report - Integrated Chromatogram

\\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG111117\
BG030949.D

11 Nov 2017 18:23

SJ/JU

16339-02

34 Sample Multiplier: 1

hod
le

> Z:\HPCHEM1\BNA G\METHODS\8270-BG111017.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

ry C:\Database\NIST11.L
ration Parameters: LSCINT.P

Abundance
5000000

4000000

3000000

2000000

1000000

TIC: BG030949.D

3.49

7.68
9.31

8.47
5.70

4.83 5.22 %ﬁbﬂ

7.31 10.95

11.61

0
Time-->

350 4.00 450 5.00 5.0

6.00 6.50 7.00 7.50 8.00 8.50

T T I T T
9.00 9.50 10.00 10.50 11.00 11.50 12.

00 12.50

Abundance
5000000

4000000

3000000

2000000

1000000

0

TIC: BG030949.D
20.10

18.15
18.85

13.39

16.24

14.76

15.48 16.10 16

Time-->

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
5000000

4000000

3000000

2000000

1000000

0

TIC: BG030949.D

28.03

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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG111117\
Data File : BG030949.D

Aca On : 11 Nov 2017 18:23

Operator : SJ/JU

Sample : 16339-02

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG111017 .M
Quant Title : 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 Trichloroethylene Concentration Rank 1

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

3.49 149.24 ng 2344680 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroethvlene 130 C2HCI3 000079-01-6 98
2 Benzene. 1-chloro-4-fluoro- 130 C6HACIF 000352-33-0 14
3 Methvlphosphonothioicchlorofluoride 132 CH3CIFPS 027127-27-1 10
4 1H-1.2.4-Triazol-3-amine. 5-(met... 130 C3H6N4S 045534-08-5 10
5 1,3-Oxathiane, 4,6-dimethyl-, tr... 132 C6H120S 022452-26-2 10

Abundance Scan 35 (3.493 min): BG030949.D (-29) (-) m/z 94.90 100.00%
94.9 129.9
5000 60.0
e ——
340 360  3.80
37.0
0 el e 20 Tm/z 129.90  91.82%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13131: Trichloroethylene
95.0 130.0
5000 60.0 UM L N
340 360 3.8
m/z 131.90 91.76%
35.0
0'%%9IJ”MW'M'J&'"f'”H“"'W"“kl'”'l""P"'I'”'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
130.0
95,0 340 360 380
5000 m/z 96.90 66 .09%
75.0
50.0
130 31.0 111.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14559: Methylphosphonothioicchlorofluoride e
132.0 340 360 3.8
m/z 60.00 45 _57%
5000
45.0 770
0'”'I'”'I”“'”“'mﬁM'M'y?R"”I'”'I'”'I”"P"' U N
m/z--> 20 40 60 80 100 120 140 160 180 200 340 360  3.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG111117\
Data File : BG030949.D

Aca On : 11 Nov 2017 18:23

Operator : SJ/JU

Sample : 16339-02

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG111017 .M
Quant Title : 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 unknown7.68 Concentration Rank 2

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

7.68 90.25 ng 1417890 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 748 (7.682 min): BG030949.D (-739) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0 HS RS LS LA S
400 540 | 7.40 7.60 7.80 8.00
Ottt 780 age0 W n/z 68.00 36.52%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 UL L L I R
7.40 7.60 7.80 8.00
210 510 m/z 134.00 32.45%
0'“'J“Jhwl'WH'“l'“llh?ﬁq'“l'“'l“"w"w"“ T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
740 7.60 7.80 8.00
5000 67.0 m/z 66.00 25.26%
41.0 97.0
53.0
79.0 117.0
0”'%'”'P'”I”'W'”'P'”I”'W'”'quﬂ”'W'”'P'”l”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine R R e
132.0 7.40 7.60 7.80 8.00
m/z 69.10 15.80%
5000
33.0 44.0 0.0 105.0
0'"W'L"I”"“'”éﬁ?”'l"”?9'”I"ﬂ'P'M'ﬁ%§9I”" T AU I UL I R
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG111117\
Data File : BG030949.D

Aca On : 11 Nov 2017 18:23

Operator : SJ/JU

Sample : 16339-02

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method

Quant Title

TIC Library

> Z:\HPCHEM1\BNA G\METHODS\8270-BG111017.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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

Concentration Rank 20

Peak Number

4 Benzene, (l-ethylundecyl)-

R.T. EstConc Area Relative to ISTD R.T.
17.84 18.36 ng 2910590 Phenanthrene-d10 17.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l-ethvlundecvl)- 260 C19H32 004534-52-5 94
2 Benzene. (l-ethvinonvl)- 232 C17H28 004536-87-2 62
3 Benzene. (l-ethvldecvl)- 246 C18H30 002400-00-2 59
4 Benzene. (1l-ethvloctv)- 218 C16H26 004621-36-7 53
5 1-Bromo-1-phenylpropane 198 C9H11Br 002114-36-5 40

Abundance Scan 2477 (17.841 min): BG030949.D (-2469) (-) m/z 91.00 100.00%
91.0
5000 119.1
41.0 2312 5602 17.60 17.80 18.00 18.20
147.1 - - - -
Obr et b bt AR L m/z 119.10  49.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #111018: Benzene, (1-ethylundecyl)-
91.0
119.0
5000
17.60 17.80 18.00 18.20
410 m/z 231.20 14.01%
m/z--> 20 Jo éo 80 100 150 150 160 180 200 220 250 2éo '
Abundance
91.0
" 17.60 17.80 18.00 18.20
5000 119.0 m/z 105.00 12.15%
o 0 690 161.0 203.0 2320
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #99242: Benzene, (1-ethyldecyl)-
91.0 17.60 17.80 18.00 18.20
m/z 41.05 11.83%
119.0
5000
41.0
o 710 “ 1470 1750 217.0 246.0
m/z--> 2'0 40 60 80 100 150 14'10 160 180 200 220 24'10 260 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG111117\
Data File : BG030949.D

Aca On : 11 Nov 2017 18:23

Operator : SJ/JU

Sample : 16339-02

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG111017 .M
Quant Title : 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 Benzene, (1-ethyldecyl)- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
18.57 18.65 ng 2957300 Phenanthrene-d10 17.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l-ethvldecvl)- 246 C18H30 002400-00-2 93
2 Benzene. (l-ethvlundecvl)- 260 C19H32 004534-52-5 64
3 Benzamide. N-(3-chlorophenvl)-4-_._. 245 C14H12CINO 1000306-95-8 64
4 Benzene. (l-ethvlinonvl)- 232 C17H28 004536-87-2 64
5 Benzamide, 3-methyl-N-(4-chlorop... 245 C14H12CINO 1000339-11-8 59
Abundance Scan 2601 (18.569 min): BG030949.D (-2591) (-) m/z 91.00 100.00%
91.0
119.1
5000
41.0 2452 5743 18.20 18.40 18.60 18.80
147.1 175.1 - - : - -
ob e 830, L L A I 2082 | T 30330 1 07019.10  52.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #99242: Benzene, (1-ethyldecyl)-
91.0
119.0
5000
18.20 18.40 18.60 18.80
410 m/z 245.20 15.43%
ol | 890 | | | 1470 1750 217.0 2460
m/z--> 20 40 60 80 100 150 150 160 180 200 220 240 260 280 300
Abundance
91.0
119.0 18.20 18.40 18.60 18.80
5000 m/z 105.05 13.61%
41.0
o 69.0 147.0 1750 207.02310 260.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #98090: Benzamide, N-(3-chlorophenyl)-4-methyl- R R Rama
119.0 18.20 18.40 18.60 18.80
m/z 41.05 11.98%
5000
91.0 245.0
ol 300 0 | ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG111117\
Data File : BG030949.D

Aca On : 11 Nov 2017 18:23

Operator : SJ/JU

Sample : 16339-02

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG111017 .M
Quant Title : 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 Oxalic acid, monoamide mono... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
19.69 18.79 ng 728786 Chrysene-di12 21.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. monoamide monohvdra... 309 C18H19N302 1000294-10-0 59
2 Quinazolin-4(3H)-one. 3-amino-5-... 231 C13H17N30 120107-47-3 43
3 7-Amino-4-methvl-1.8-naphthvridi... 175 C9H9N30 001569-15-9 30
4 Borinic acid. diethyl-. 2-acetvl... 204 C12H17B02 074663-95-9 30
5 4-Methyl-2,6-dihydroxyquinoline 175 C10H9NO2 034982-01-9 27
Abundance Scan 2792 (19.692 min): BG030949.D (-2788) (-) m/z 175.10 100.00%
175.1
5000
147.1 231.2 T

BL g0t 202.1) |25?'2 287.3 3303 1940 1960 19.80 20.00

ol B O B N 5 T AN m/z 161.10 71.89%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #152064: Oxalic acid, monoamide monohydrazide, N-(2-ethylp...

77.0 161.0
118.0
5000 LA L L L L L LB
39.0 1940 19.60 19.80 20.00
m/z 231.20 22.01%
) 191.0 309.0
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
175.0
e
19.40 19.60 19.80 20.00
5000 146.0 m/z 245.20 21.09%
410 ..,
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #42179: 7-Amino-4-methyl-1,8-naphthyridin-2-ol
175.0 19.40 19.60 19.80 20.00
m/z 147.10 18.68%
5000
146.0
wo%ogmlmo |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 19. 40 19 60 19. 80 20. 00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG111117\
Data File : BG030949.D

Aca On : 11 Nov 2017 18:23

Operator : SJ/JU

Sample : 16339-02

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG111017 .M
Quant Title : 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 10 unknownl19.82 Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
19.82 22.26 ng 863273 Chrysene-di12 21.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Benzene. 1.3.5-tris(l-methvlethvl)- 204 C15H24 000717-74-8 46

2 Propanedinitrile. 1-I2-(l1-cvclop... 226 C14H14N20 1000160-45-6 35
3 4(3H)-Quinazolinone. 7-amino-3-e... 189 C10H11N30 1000338-19-9 30
4 2H-1.3-Benzimidazol-2-one. 1.3-d... 316 C15H16N402S 1000337-29-9 20

5 2,4-Quinolinediol 161 C9H7NO2 000086-95-3 18
Abundance Scan 2814 (19.821 min): BG030949.D (-2810) (-) m/z 175.10 100.00%
175.1
91.0
119.1
5000 203.2
43.1 245.2 e e e ]
14]‘3-1[ | I 287.3316.3 2443 19.60 19.80 20.00 20.20
o gl i b Ll L3448 Thy77161.10 0 90. 10%
m/z--> 50 100 150 200 250 300
Abundance #64385: Benzene, 1,3,5-tris(1-methylethyl)-
189.0
5000 1610 LA L B L L L L LB
43.0 19.60 19.80 20.00 20.20
m/z 189.10 85.38%
15.0 | \13\30\ | |
o2 ey o e 4 LN
m/z--> 50 100 150 200 250 300
Abundance
161.0
o ERmas R
91.0 19.60 19.80 20.00 20.20
5000 119.0 m/z 91.00 73.60%
226.0
41.0
198.0
oV RS (VA O PR
m/z--> 50 100 150 200 250 300
Abundance #52208: 4(3H)-Quinazolinone, 7-amino-3-ethyl- L e
161.0 19.60 19.80 20.00 20.20
189.0 m/z 119.10 53.41%
5000
105.0
390 65.0 134.
olped b AU S —
m/z--> 50 100 150 200 250 300 19.60 19.80 20.00 20.20

8270-BG111017.M Mon Nov

13 15:08:47 2017

Page: 10



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG111117\
Data File : BG030949.D

Aca On : 11 Nov 2017 18:23

Operator : SJ/JU

Sample : 16339-02

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG111017 .M
Quant Title : 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 11 unknownl1l9.99 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.99  26.17 ng 1015130  Chrysene-d12 21.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Silane. dimethvl(2-octvloxy)isob... 260 C14H3202Si  1000346-84-0 32
2 2-Hexvlauinolin-4-ol. 1-oxide 245 C15H19NO2 1000211-05-5 32

3 Ethanone.1-I3-(5-furan-2-vI-I1.3... 342 C18H18N203S 1000273-67-1 27
4 Piperazine. 1-p-tolvl-4-(2.4.6-t... 358 C20H26N202S 1000304-03-0 27

5 m-Cymene, 5-tert-butyl- 190 C14H22 029577-19-3 27
Abundance Scan 2843 (19.991 min): BG030949.D (-2839) (-) m/z 161.10 100.00%
161.1,189.1
5000 105.1 245.2
431 131.1 217.2 273 R,
71.1 I I | | | 330.43584 19.60 19.80 20.00 20.20 20.40
0 bl dpd L b L 200 Tz 189,10 99.44%
m/z--> 50 100 150 200 250 300 350
Abundance #110680: Silane, dimethyl(2-octyloxy)isobutoxy-
175.0
5000 750 | BN BN L L L N B
: 131.0 19.60 19.80 20.00 20.20 20.40
m/z 175.10 91.82%
‘ 103.0 217.0245.0
o2 e
m/z--> 50 100 150 200 250 300 350
Abundance
175.0
e A B
19.60 19.80 20.00 20.20 20.40
5000 m/z 105.05 47 .75%
245.0
41.0 130.0
7.0 104.0 202.0
ot i
m/z--> 50 100 150 200 250 300 350
Abundance #178113: Ethanone, 1-[3-(5-furan-2-yl-[1,3,4]oxadiazol-2-yl... A BT
175.0 19.60 19.80 20.00 20.20 20.40
43.0 m/z 245.20 45_.67%
5000
95.0
131.0 309.0 342.0
ol L R0y ] 2on0 st T TT
m/z--> 50 100 150 200 250 300 350 19.60 19.80 20.00 20.20 20.40

8270-BG111017.M Mon Nov 13 15:08:47 2017 Page: 11



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG111117\
Data File : BG030949.D

Aca On : 11 Nov 2017 18:23

Operator : SJ/JU

Sample : 16339-02

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG111017 .M
Quant Title : 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 12 unknown20.30 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.30 29.12 ng 1129210 Chrysene-di12 21.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Silane. diethvldi(3-methvlbutoxv)- 260 C14H3202Si 1000363-00-8 37
2 Silane. diethvl(3-heptvloxv)prop... 260 C14H3202Si 1000363-46-4 35
3 Ethvl 1.2-dihvdro-1-methvl-2-oxo... 231 C13H13NO3 027330-23-0 27
4 2.6-Bis(1l.1-dimethvlethv)-4-iso... 246 C17H260 005427-02-1 27
5 4-(0-Chlorobenzylidene)-2-ethylt. .. 266 C12H11CIN20S 033449-97-7 25
Abundance Scan 2896 (20.303 min): BG030949.D (-2892) (-) m/z 231.20 100.00%
231.2
5000
273.3 R e e e e .
301.3 344.3 20,00 20,20 2040 2060 '
0 m/z 155.10 54 _07%
m/z--> 50 100 150 200 250 300 350
Abundance #110666: Silane, diethyldi(3-methylbutoxy)-
231.0
5000 AU AR AARRE
20,00 20,20 20.40 20.60
69.0 m/z 203.20 48.81%
105.0 175.0
oL 40 | | L 143.0 1750203.0
m/z--> 50 100 150 260 250 300 350
Abundance
231.0
133.0 INUNNBSUNSES AR SRR
20.00 20.20 20.40 20.60
5000 m/z 175.10 47 .89%
203.0
91.0 173.0
29.0 63.0 259.0
m/z--> 50 100 150 200 250 300 350
Abundance #86744: Ethyl 1,2-dihydro-1-methyl-2-oxoquinoline-4-carbox... A ma e B
231.0 20.00 20.20 20.40 20.60
m/z 43.10 35.68%
5000
158.0 203.0
89.0 130.0
m/z--> 50 100 150 200 250 300 350 2000 20.20 20.40 20.60

8270-BG111017.M Mon Nov 13 15:08:48 2017 Page: 12



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG111117\
Data File : BG030949.D

Aca On : 11 Nov 2017 18:23

Operator : SJ/JU

Sample : 16339-02

Misc :

ALS Vial : 34 Sample Multiplier: 1

> Z:\HPCHEM1\BNA G\METHODS\8270-BG111017.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown20.69 Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
20.69 22.97 ng 890856 Chrysene-di12 21.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 4-tert-pentviphenol. trifluoroac... 260 C13H15F302 1000376-41-0 30

2 2-Propenoic acid. 2-cvano-3-(3-m...

3 Silane.

dimethvl(2-heptvloxv)non. ..

4 Phosphinic acid. bis(2-methvlphe. ..

231 C13H13NO3
316 C18H4002Si
246 C14H1502P

019098-69-2 25
1000347-65-9 22
018593-19-6 22

5 3-Pyrazoline, l-ethyl-2-phenyl-4.._. 290 C15H18N204 182000-83-5 18

Abundance Scan 2962 (20.690 min): BG030949.D (-2959) (-) m/z 91.00 100.00%
91.0 245.2
189.1
5000 43.1
301.3
133.1 R REREEREEEE R
I | I 73 372.4 20.40 20.60 20.80 21.00
Ol m/z 245.20 84 _.93%
m/z—-> 0 50 100 150 200 250 300 350
Abundance #110445: 4-tert-pentylphenoal, trifluoroacetate ester
231.0
5000 LA L L L L L L
20. 40 20. 60 20 80 21. OO
m/z 231.20 84 _29%
39‘ ‘ 115.0 175.0
Of— “‘ “. M”...,..‘..,.. L B B e o o s S
m/z--> 0 50 100 150 200 250 300 350
Abundance
231.0
R REREEREEEE R
20.40 20.60 20.80 21.00
5000 m/z 189.10 61.04%
186.0
29.0
. 77.0 1150 4560
T B o e e L e e B S I e o o
m/z--> 0 50 100 150 200 250 300 350
Abundance #158105: Silane, dimethyl(2-heptyloxy)nonyloxy- Al BRREE ma s
245.0 20.40 20.60 20.80 21.00
m/z 117.10 45_97%
5000
301.0
75.0 201.0
0 43.0 \‘Jm }150 159.0 L I
T A B e e e e e o ML N L A o e o o S R REREEREEEE R
m/z—-> 0 50 100 150 200 250 300 350 20. 40 20. 60 20 80 21. 00

8270-BG111017.M Mon Nov 13 15:08:49 2017

Page: 13



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG111117\
Data File : BG030949.D

Aca On : 11 Nov 2017 18:23

Operator : SJ/JU

Sample : 16339-02

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG111017 .M
Quant Title : 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 14 unknown20.76 Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
'20.76 18.99 ng 736411 Chrysene-d12 21.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 3-(p-Acetamidophenvl)-6-chloro-1... 287 C13HIOCINSO  1000239-76-6 38

2 Silane. dimethvl(2-hexvloxv)nonyv... 302 C17H3802Si 1000347-68-0 25
3 5.alpha.-Androstan-17.beta.-ol. ... 304 C20H3202 016427-03-5 18
4 Alpha-(4-cinnolinv)-alpha-phenv... 245 C16H11N3 018592-05-7 18
5 Stannane, (4-fluorophenyl)trimet... 260 C9H13FSn 014101-14-5 14
Abundance Scan 2974 (20.761 min): BG030949.D (-2970) (-) m/z 245.20 100.00%
245.2
155.1
105.0 287.3
5000
57.1
198.1 3293 3794 20.40 20.60 20.80 21.00
o} m/z 155.10 68.28%
m/z--> 50 100 150 200 250 300 350
Abundance #133334: 3-(p-Acetamidophenyl)-6-chloro-1,2,4-triazolo(4,3...
245.0
287.0
210.0
5000 LA PR SR R I
20.40 20.60 20.80 21.00
43.0 104.0 m/z 231.20 56.37%
014'0 ‘\75‘\'0 | J 155.0 } ‘ 1 “\
m/z--> 50 100 150 200 250 300 350
Abundance
245.0
20.40 20.60 20.80 21.00
5000 m/z 141.05 55.24%
50 2010 287.0
41.0 115.0 159.0
m/z--> 50 100 150 200 250 300 350
Abundance #148256: 5.alpha.-Androstan-17.beta.-ol, 2.beta.,3.beta.-e... L B
245.0 20.40 20.60 20.80 21.00
81.0 m/z 287.30 53.30%
21.0
5000 41.0
177.0
286.0
0 %m%MLM Jﬂkl""l"" LA PR SR B I
m/z--> 50 100 150 200 250 300 350 20.40 20.60 20.80 21.00

8270-BG111017.M Mon Nov 13 15:08:49 2017
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG111117\
Data File : BG030949.D

Aca On : 11 Nov 2017 18:23

Operator : SJ/JU

Sample : 16339-02

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG111017 .M
Quant Title : 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 15 wunknown21.14 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.14 37.13 ng 1440000 Chrysene-di12 21.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-EthvIl-1-(3-phenvlprop-2-envlox... 260 C16H240Si 1000279-45-4 18
2 3-Acetvl-2-(4-hvdroxv-phenvlamin... 259 C14H13NO4 1000300-99-5 15
3 Benzenamine. N.N-diphenvl- 245 C18H15N 000603-34-9 14
4 Naphthl2.3-blazet-2(1H)-one. 1-p... 245 C17H11NO 019275-01-5 14
5 Pyrazole, 5-butyl-3-methyl-1-(4-... 259 C14H17N302 1000272-63-4 14
Abundance Scan 3039 (21.143 min): BG030949.D (-3034) (-) m/z 245.20 100.00%
245.2
5000
57.1 117.1 301.3
d | 4| v 2001 \ 386.4 20.80 21.00 21.20 2140
ol Ll dsepl ] Lpmpa ™) L1 espe U 0920 £0.60%
m/z--> 50 100 150 200 250 300 350 400
Abundance #110901: 1-Ethyl-1-(3-phenylprop-2-enyloxy)-1-silacyclohexane
117.0
231.0
5000 AR A S B B
20.80 21.00 21.20 21.40
m/z 117.10 41 .79%
0 410 710 b iy [ \17T0 | 26#0
m/z--> 50 100 150 200 250 300 350 400
Abundance
259.0
390 o 20080 2100 7120 p1aD
5000 m/z 231.20 38.98%
174.0
85.0 216.0
O T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #98280: Benzenamine, N,N-diphenyl-  REaaa e R
245.0 20.80 21.00 21.20 21.40
m/z 57.10 38.51%
5000
167.0
390 10 1150 | U™ 040
m/z--> 50 100 150 200 250 300 350 400 20,80 21.00 21.20 21.40

8270-BG111017.M Mon Nov 13 15:08:50 2017 Page: 15



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG111117\
Data File : BG030949.D

Aca On : 11 Nov 2017 18:23

Operator : SJ/JU

Sample : 16339-02

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG111017 .M
Quant Title : 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 16 unknown21.83 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
21.83 20.00 ng 775689 Chrysene-di12 21.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Disiloxane. 1.1.3.3-tetramethvl- 134 C4H140Si2 003277-26-7 25
2 1.3.2-Benzoxazaborole. 2-butvl-2... 175 C10H14BNO 031748-13-7 18
3 4-Acetoxvauinolin-2-one 203 C11H9NO3 016798-50-8 16
4 Benzene. 1-(bromomethvl)-4-(l-me... 212 C10H13Br 073789-86-3 12
5 1-Aza-2-bora-3-oxa-4-tetralinone... 175 C9H10BNO2 1000159-62-7 11
Abundance Scan 3156 (21.830 min): BG030949.D (-3153) (-) m/z 105.00 100.00%
105.0
57.1
5000
175.1 273.2
17.2 15.3 372.4 414.4 21.60 21.80 22.00 22.20
0 ¥ - m/z 57.10 68.08%
m/z--> 50 100 150 200 250 300 350 400
Abundance #14965: Disiloxane, 1,1,3,3-tetramethy!-
119.0
5000 R PN SRR SR B
21.60 21.80 22.00 22.20
73.0 m/z 91.00 64 .73%
310!\ ) ‘ Ll
L L L (L L WL
m/z--> 50 100 150 200 250 300 350 400
Abundance
119.0
" 2160 21.80 22.00 22.20
5000 175.0 m/z 43.10 63.82%
oL, 300 65.0
m/z--> §0 160 1éo 260 2%0 360 3éo 460
Abundance #63218: 4-Acetoxyquinolin-2-one R RmEEs o
119.0 21.60 21.80 22.00 22.20
43.0 m/z 119.10 62.49%
5000 203.0
77.0
ol [,".m!“.".L,.”:'.‘,1.6?'(.)1. e N
m/z--> 50 100 150 200 250 300 350 400 21.60 21.80 22.00 22.20

8270-BG111017.M Mon Nov 13 15:08:51 2017 Page: 16



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG111117\
Data File : BG030949.D

Aca On : 11 Nov 2017 18:23

Operator : SJ/JU

Sample : 16339-02

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG111017 .M
Quant Title : 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 17 unknown22.08 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22 .08 37.63 ng 1459450 Chrysene-di12 21.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (1-Cvclohexvl-1H-benzoimidazol-5... 287 C16H21N302 1000310-00-5 35
2 3-(p-Acetamidophenvl)-6-chloro-1... 287 C13H10CIN50 1000239-76-6 25
3 Silane. diethvldi(2-heptvlioxv)- 316 C18H4002Si 1000363-73-0 25
4 Benzimidazoll.2-blindolol2.3-E11... 287 C17H13N5 1000263-77-9 14
5 2-Benzylamino-as-triazino(6,5-c)... 287 C17H13N5 081547-18-4 14
Abundance Scan 3199 (22.083 min): BG030949.D (-3194) (-) m/z 287.30 100.00%
105.0 28.3
57.1
245.2
5000
45.1 189.1 RN SN DU SN B
3203 357.4 400.4 21.80 22.00 22.20 22.40
ol L : m/z 105.00 98.25%
m/z--> 100 150 200 250 300 350 400
Abundance #133716. (1-Cyclohexyl-1H-benzoimidazol-5-yl)carbamic acid...
287.0
5000 132.0
5.0 21'80 22.00 22.20 22.40
214.0 m/z 57.10 73.04%
0 ‘ 177.0
0 III‘I\\IMIMIH%I. ..‘l‘..“..l‘.“.‘..“ ‘....l....l....l....
m/z--> 50 100 150 200 250 300 350 400
Abundance
245.0
287.0 R B
21.80 22.00 22.20 22.40
5000 2100 m/z 245.20 65.00%
43.0 104.0
155.0
L A L L UL L WU L S
m/z--> 50 100 150 200 250 300 350 400
Abundance #158086: Silane, diethyldi(2-heptyloxy)- B RRRmE e
287.0 21.80 22.00 22.20 22.40
m/z 91.00 62.90%
910 245.0
5000
189.0
131.0
0 ...F?PJ..J..J.,..N&ﬂ....‘...Lp....,....,.... SN
m/z--> 50 100 150 200 250 300 350 400 21.80 22.00 22.20 22.40

8270-BG111017.M Mon Nov 13 15:08:52 2017 Page: 17



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG111117\
Data File : BG030949.D

Aca On : 11 Nov 2017 18:23

Operator : SJ/JU

Sample : 16339-02

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG111017 .M
Quant Title : 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 18 unknown22.32 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.32 56.73 ng 2200380 Chrysene-di12 21.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tolcapone 273 C14H11NO5 134308-13-7 22
2 Pvrimidine-2.4.6(1H.3H.5H)-trion... 273 C14H15N303 346612-10-0 15
3 1.2.4-Methenocvclobutlcdlinden-3... 160 C11H120 061109-83-9 11
4 l1soxazolol5.4-dlopvrimidine-4.6(5... 245 C12H11N303 035053-73-7 11
5 Octahydroxanthen-1,9-dione, 3,3,... 358 C23H3403 071827-88-8 11
Abundance Scan 3239 (22.318 min): BG030949.D (-3234) (-) m/z 119.10 100.00%
57.1 1.1 273.2
5000
15.3 IUNABUNSSUABSR SRR
357.4 4004 22.00 22.20 22.40 22.60
(o} m/z 105.00 94 .36%
m/z--> 50 100 150 200 250 300 350 400
Abundance #121656: Tolcapone
119.0
273.0
5000 NSRS SRR
22.00 22.20 22.40 22.60
182.0 m/z 57.10 93.15%
L L L W N UL WL UL S
m/z--> 50 100 150 200 250 300 350 400
Abundance
273.0
22.00 22,20 22.40 22.60
5000 m/z 273.20 92.73%
68.0 104.0 167.0 2150
O T N S T T o o ST
m/z--> 55 160 1éo 260 2%0 360 3%0 460
Abundance #30859: 1,2,4-Methenocyclobut[cd]inden-3(1H)-one, octahydro- B LA W
91.0 22.00 22.20 22.40 22.60
m/z 43.10 82.23%
5000 31.0
39.0
0 “J'LUJII"'I"" UL UL DU SR IUNABUNSSUASR B
m/z--> 50 100 150 200 250 300 350 400 22.00 22.20 22.40 22.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG111117\
Data File : BG030949.D

Aca On : 11 Nov 2017 18:23

Operator : SJ/JU

Sample : 16339-02

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG111017 .M
Quant Title : 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 19 unknown22.70 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
22.70 27.36 ng 1061260 Chrysene-di12 21.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Quinoline. 4-(1H-1.3-benzimidazo... 301 C20H19N3 1000319-10-9 30
2 (1-Cvclohexvl-1H-benzoimidazol-5... 287 C16H21N302 1000310-00-5 25
3 bisltert-Butvli(dimethvDsilvll-b... 344 C16H3204Si2 1000332-85-4 22
4 3-Amino-4-(2-thienvDthienol2.3-... 287 C12H5N3S3 1000266-35-9 22
5 1H-Cyclopenta[a]phenanthrene, 17... 414 C30H54 000474-20-4 15
Abundance Scan 3304 (22.700 min): BG030949.D (-3300) (-) m/z 287.30 100.00%
287.3
57.1 105.0
5000
T s | 2148 7360 7280 250
245.7 357.3 400.4 . . . .
o .J, (Y e W S ,l?"’?f.z. > i m/z 259.20 81.55%
miz--> 50 100 150 200 250 300 350 400
Abundance #145711: Quinoline, 4-(1H-1,3-benzimidazol-2-yl)-2-(2-meth...
259.0
5000 LA PR U B
301.0 22.40 22.60 22.80 23.00
' m/z 57.10 64.71%
L A0 70 01670 2190 | |
miz--> 50 100 150 200 250 300 350 400
Abundance
287.0
22.40 22.60 22.80 23.00
5000 55.0 132.0 m/z 105.00 63.77%
214.0
30.0 177.0
L B L L L WL UL B
miz--> 50 100 150 200 250 300 350 400
Abundance #179545: bis[tert-Butyl(dimethyl)silyl]-but-2-enedioate R R REE TS L
287.0 22.40 22.60 22.80 23.00
m/z 43.10 55.50%
5000 73.0
133.0
290 4 4y ] |1730 2450 330.0
miz--> 50 100 150 200 250 300 350 400 2240 22.60 22.80 23.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG111117\
Data File : BG030949.D

Aca On : 11 Nov 2017 18:23

Operator : SJ/JU

Sample : 16339-02

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG111017 .M
Quant Title : 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 20 1-Penten-3-one, 1-(2,6,6-tr... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
28.03 22.30 ng 1183060 Perylene-di12 25.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 64
2 .beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 60
3 Isoquinoline. 1.2.3.4-tetrahvdro... 283 C18H21N0O2 036646-87-4 50
4 AH-Benzoldeflcarbazole 191 C14H9N 000203-65-6 50
5 Phenol, 2,5-bis(1,1-dimethylethyl)- 206 C14H220 005875-45-6 47
Abundance Scan 4211 (28.029 min): BG030949.D (-4203) (-) m/z 191.15 100.00%
191.2
5000
95.1
=0 || g7 a0 28100 2820 om0
397.4 - - - -
ol Ly 2202 3273 T436347340 777798 10 31.53%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #66146: 1-Penten-3-one, 1-(2,6,6-trimethyl-1-cyclohexen-1-yl)
191.0
5000 LR UL LN BRI IR
51.0 27.80 28.00 28.20 28.40
107.0 149.0 m/z 81.10 28.06%
0...‘l‘.‘.‘.‘.hl“‘.‘.“.“‘.‘i‘.‘.“‘. |‘....|....|....|....|....|...
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
191.0
" 27.80 28.00 28.20 28.40
5000/28.0 m/z 69.10 27 .81%
950 1350
L A U LA L B UL LS UL WS
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #130188: Isoquinoline, 1,2,3,4-tetrahydro-7-methoxy-2-meth... EREmEEES LSS S
191.0 27.80 28.00 28.20 28.40
m/z 192.10 22 .63%
5000
120.0
0 ldl l.l ‘k I 24\0.0 28f.0
mz-> 50 100 150 200 250 300 350 400 450 " 27.80 28.00 28.20 28.40
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG111117\
Data File : BG030949.D

Acq On : 11 Nov 2017 18:23

Operator : SJ/JU

Sample - 16339-02

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG111017 .M
Quant Title : 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]
Trichloroethylene 3.49 149.2 ng 2344680 1 8.14 314221 20.0
unknown7 .68 7.68 90.3 ng 1417890 1 8.14 314221 20.0
Benzene, (l1-ethyl... 17.84 18.4 ng 2910590 4 17.50 3171140 20.0
Benzene, (l1-ethyl... 18.57 18.6 ng 2957300 4 17.50 3171140 20.0
Oxalic acid, mono... 19.69 18.8 ng 728786 5 21.78 775689 20.0
unknown19 .82 19.82 22.3 ng 863273 5 21.78 775689 20.0
unknown19.99 19.99 26.2 ng 1015130 5 21.78 775689 20.0
unknown20.30 20.30 29.1 ng 1129210 5 21.78 775689 20.0
unknown20.69 20.69 23.0 ng 890856 5 21.78 775689 20.0
unknown20.76 20.76 19.0 ng 736411 5 21.78 775689 20.0
unknown21.14 21.14 37.1 ng 1440000 5 21.78 775689 20.0
unknown21 .83 21.83 20.0 ng 775689 5 21.78 775689 20.0
unknown22 .08 22.08 37.6 ng 1459450 5 21.78 775689 20.0
unknown22 .32 22.32 56.7 ng 2200380 5 21.78 775689 20.0
unknown22 .70 22.70 27.4 ng 1061260 5 21.78 775689 20.0
1-Penten-3-one, 1... 28.03 22.3 ng 1183060 6 25.10 1061260 20.0
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