LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG041019\
Data File : BG040419.D

Aca On : 10 Apr 2019 17:39

Operator : JU/SJ

Sample : K2337-01

Misc :

ALS Vial : 8 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:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG032719.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 3.194 14 18 30 rvB 54785 112796 2.70% 0.306%
2 5.603 420 428 441 rBV 612493 1003505 24.06% 2.720%
3 7.201 694 700 715 rBV 384786 691952 16.59% 1.875%
4 7.577 754 764 780 rBVY 1010495 1791462 42.95% 4 .855%
5 8.047 838 844 854 rBV 241539 412803 9.90% 1.119%

8.370 891 899 910 rVB 857993 1501994 36.01% 4.071%
9.222 1036 1044 1058 rBV 717032 1336743 32.04% 3.623%
1315 1323 1335 rBVY 296483 570689 13.68% 1.547%
13.300 1730 1738 1749 rBV 1848443 2992747 T71.74% 8.111%
14.128 1872 1879 1884 rBV 31762 50269 1.21% 0.136%

O © o~ O
=
o
fos
o
N

11 14.675 1964 1972 1982 rBV2 474019 793768 19.03% 2.151%
12 16.167 2217 2226 2242 rBV 1480715 2373453 56.90% 6.433%
13 16.620 2297 2303 2307 rBV 94753 124529 2.99% 0.338%
14 16.661 2307 2310 2316 rVB 100803 122588 2.94% 0.332%
15 16.772 2325 2329 2334 rBV 100419 115200 2.76% 0.312%

16 16.972 2357 2363 2367 rBV 125035 165723 3.97% 0.449%
17 17.283 2409 2416 2427 rBV 196804 297477 7.13% 0.806%
18 17.389 2427 2434 2437 rBV 574644 925500 22.19% 2.508%
19 17.424 2437 2440 2449 rVB2 685745 1450414 34.77% 3.931%
20 17.554 2457 2462 2467 rVB 435808 557007 13.35% 1.510%

21 17.748 2486 2495 2499 rBvV 565645 730792 17 .52% 1.981%
22 17.789 2499 2502 2506 rVB 56518 65723 1.58% 0.178%
23 18.047 2540 2546 2551 rBV 866163 1132001 27.14% 3.068%
24 18.094 2551 2554 2556 rvVv 160880 197322 4.73% 0.535%
25 18.118 2556 2558 2563 rVvV 168147 197875 4.74% 0.536%

26 18.171 2563 2567 2575 rVB 162162 213980 5.13% 0.580%
27 18.282 2578 2586 2593 rBV 190939 279289 6.70% 0.757%
28 18.470 2614 2618 2624 rBV 192572 274966 6.59% 0.745%
29 18.682 2650 2654 2659 rVB2 57655 75181 1.80% 0.204%
30 18.752 2660 2666 2670 rBV 317074 404838 9.70% 1.097%

31 18.846 2675 2682 2685 rBV3 58217 116167 2.78% 0.315%
32 18.981 2703 2705 2712 rVB5 47930 63905 1.53% 0.173%
33 19.052 2712 2717 2720 rBV5 88032 161514 3.87% 0.438%
34 19.093 2720 2724 2728 rVV2 81986 128299 3.08% 0.348%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG041019\
Data File : BG040419.D

Aca On : 10 Apr 2019 17:39

Operator : JU/SJ

Sample : K2337-01

Misc :

ALS Vial : 8 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:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG032719.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 19.228 2745 2747 2752 rVB5 67031 94930 2.28% 0.257%

36 19.387 2768 2774 2777 rBV3 138047 274801 6.59% 0.745%
37 19.422 2778 2780 2783 rVB 101184 108476 2.60% 0.294%
38 19.498 2790 2793 2797 rVB 142044 179695 4_.31% 0.487%
39 19.540 2797 2800 2803 rBV2 89561 88411 2.12% 0.240%
40 19.604 2806 2811 2814 rBV3 172980 247845 5.94% 0.672%

41 19.645 2814 2818 2823 rBV2 121848 208496 5.00% 0.565%
42 19.692 2823 2826 2829 rVB4 106169 121502 2.91% 0.329%
43 19.734 2829 2833 2835 rBV3 170509 243299 5.83% 0.659%
44 19.804 2842 2845 2852 rBV6 84793 161436 3.87% 0.438%
45 19.898 2858 2861 2863 rBV2 209310 265354 6.36% 0.719%

46 20.027 2877 2883 2887 rBV 2880666 4171465 100.00% 11.306%
47 20.115 2895 2898 2902 rBV2 142292 170534 4_.09% 0.462%
48 20.151 2902 2904 2910 rVB6 121489 209265 5.02% 0.567%
49 20.221 2911 2916 2919 rBvV4 272112 379602 9.10% 1.029%
50 20.268 2920 2924 2927 rBV4 154153 236890 5.68% 0.642%

51 20.298 2927 2929 2932 rVB3 115943 113292 2.72% 0.307%
52 20.333 2933 2935 2938 rBV3 75042 76068 1.82% 0.206%
53 20.397 2944 2946 2949 rVB3 153536 161782 3.88% 0.438%
54 20.433 2949 2952 2955 rBV4 149562 190164 4_56% 0.515%
55 20.503 2961 2964 2965 rBV2 128490 139045 3.33% 0.377%

56 20.609 2978 2982 2988 rVB5 274691 432288 10.36% 1.172%
57 20.668 2988 2992 2997 rBV5 268619 607739 14.57% 1.647%
58 20.803 3013 3015 3019 rVB5 152193 169272 4._.06% 0.459%
59 21.038 3052 3055 3064 rvB6 313938 553048 13.26% 1.499%
60 21.120 3064 3069 3070 rBv4 227638 321561 7.71% 0.871%

61 21.232 3082 3088 3092 rBV6 216712 408151 9.78% 1.106%
62 21.332 3101 3105 3109 rVB7 140839 199916 4._.79% 0.542%
63 21.696 3162 3167 3173 rBV2 504332 924627 22.17% 2.506%
64 21.860 3191 3195 3206 rVB6 215035 619213 14.84% 1.678%
65 21.966 3209 3213 3217 rBV3 169370 281243 6.74% 0.762%

66 22.195 3248 3252 3259 rVB3 229122 427994 10.26% 1.160%
67 22.442 3290 3294 3307 rVB7 221159 575636 13.80% 1.560%
68 22.571 3312 3316 3322 rVV5 154672 295253 7.08% 0.800%
69 23.946 3545 3550 3559 rvB2 136185 299956 7.19% 0.813%
70 24.898 3706 3712 3718 rBvV4 91801 241569 5.79% 0.655%

71 24.974 3718 3725 3736 rVB2 322286 943534 22.62% 2.557%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG041019\
Data File : BG040419.D

Aca On : 10 Apr 2019 17:39

Operator : JU/SJ

Sample : K2337-01

Misc :

ALS Vial : 8 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

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG032719.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

72 26.032 3898 3905 3914 rVB3 71072 210012 5.03% 0.569%
73 27.413 4131 4140 4148 rBV6 34676 111615 2.68% 0.303%

Sum of corrected areas: 36897450
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG041019\
Data File : BG040419.D

Aca On : 10 Apr 2019 17:39

Operator : JU/SJ

Sample : K2337-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG032719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BG040419.D
3000000

2500000

2000000

1500000

1000000 798 8.37

5.60
500000 7.20

9.22

8.05 10.86
.19

T T T T T
Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BG040419.D
3000000

20,03
2500000
2000000{ 13,30

1500000 16.17

1000000

500000

o 14.13
Time--> 13.00 13.50 14.00 14.50 15.00

Abundance TIC: BG040419.D
3000000

2500000
2000000
1500000
1000000

500000 24.97

23.95
24.80
w 26/{)3 27.41

O e T T T T e T T e T e e e e e e

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG041019\
Data File : BG040419.D

Aca On : 10 Apr 2019 17:39

Operator : JU/SJ

Sample : K2337-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG032719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 20

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

3.19 5.46 ng 112796 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 59
2 1-Propene-1-thiol 74 C3H6S 000925-89-3 35
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 35
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 32
5 3,6-Bis(trimethylsilyl)-1,4-cycl... 224 C12H24Si2 018090-43-2 23

Abundance Scan 17 (3.188 min): BG040419.D (-14) (-) m/z 73.00 100.00%
7B T
5000 43
87
9 3.20 3.30 3.40 3.50 3.60
obrmebe Do L 208 2% w77 43.00 38.71%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000 HUAL U IR IR IR U
3.20 3.30 3.40 3.50 3.60
‘ 87 m/z 87.05 28 .25%
0 'Iil"ll""l" A SR S D S S S S DR B
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #827: 1-Propene-1-thiol
78
3.20 3.30 3.40 3.50 3.60
5000 m/z 55.00 15.69%
45
0 H‘ 59 \‘\
miz-> 20 40 éo 80 100 120 140 160 180 200 220 240 260 280
Abundance #1997: Silane, tetramethyl-
73 3.20 3.30 3.40 3.50 3.60
m/z 71.05 13.92%
5000
45
0 29 | 59 | 88
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG041019\
Data File : BG040419.D

Aca On : 10 Apr 2019 17:39

Operator : JU/SJ

Sample : K2337-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG032719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 2 unknown7.58 Concentration Rank 1

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

7.58 86.80 ng 1791460 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 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 764 (7.577 min): BG040419.D (-754) (-) m/z 132.00 100.00%
132
5000 68 J\&
40 54 %6 J 720 7.40 7.60 7.80 8.00
0 g8 lweus o "h/z 68.00 A1.78%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A LS UL LR
7.20 7.40 7.60 7.80 8.00
2 51 m/z 134.00 33.49%
o} 2
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132
720 7.40 7.60 7.80 8.00
5000 m/z 66.00 28.38%
104
ol 14 27 39 Sl 77 g | us ‘
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R A R
57 132 7.20 7.40 7.60 7.80 8.00
24 m/z 69.00 17.89%
5000 og 116 J\
| I ”qu I‘h .uh. rl“-‘-. 198 ..,.1??. VAR i CU—
m/z--> 20 40 100 120 140 160 180 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG041019\
Data File : BG040419.D

Aca On : 10 Apr 2019 17:39

Operator : JU/SJ

Sample : K2337-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG032719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 4 Benzene, (1-propyldecyl)- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.55 7.68 ng 557007 Phenanthrene-d10 17.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l-propvldecvl)- 260 C19H32 004534-51-4 95
2 Benzene. (l-propvlnonvl)- 246 C18H30 002719-64-4 80
3 Benzene. (l-propvloctvl)- 232 C17H28 004536-86-1 72
4 Benzene. (1-propvlheptadecvl)- 358 C26H46 002400-03-5 72
5 Benzene, (1-propylheptyl)- 218 C16H26 004537-12-6 53
Abundance Scan 2461 (17.548 min): BG040419.D (-2457) (-) m/z 91.00 100.00%
o
5000
133
41 55 105919 | 147 217 260 17.20 17.40 17.60 17.80
Obr ety el e g 02175290 T P Tm/z 133.00  26.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #111013: Benzene, (1-propyldecyl)-
o
5000 -|---1¥A---|--/LTTT--|
17.20 17.40 17.60 17.80
133 m/z 105.00 10.26%
oL 28 dl 8T | 199 | 147161175 203217 231244 260
m/z--> 20 40 60 80 100 120 110 160 180 200 220 240 260
Abundance #99249: Benzene, (1-propylnonyl)-
el
17.20 17.40 17.60 17.80
5000 m/z 92.00 8.88%
133
27 41 57 77 | 1?5119 147161175 293 246
m/z--> 20 40 60 80 100 120 140 160 180 200 220 250 260
Abundance #87786: Benzene, (1-propyloctyl)-
o9 17.20 17.40 17.60 17.80
m/z 41.00 6.81%
5000
133
27 4155 77 | MP119 | 14705 189,03 232
m/z--> 20 40 éo 80 100 120 140 160 180 200 220 250 260 17.20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG041019\
Data File : BG040419.D

Aca On : 10 Apr 2019 17:39

Operator : JU/SJ

Sample : K2337-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG032719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 5 Benzene, (l1-ethylundecyl)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.75 10.08 ng 730792 Phenanthrene-d10 17.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l-ethvlundecvl)- 260 C19H32 004534-52-5 93
2 Benzene. (l-ethvinonvl)- 232 C17H28 004536-87-2 80
3 Benzene. (l-ethvldecvl)- 246 C18H30 002400-00-2 80
4 Benzene. (1l-ethvloctv)- 218 C16H26 004621-36-7 72
5 Aziridine, l-phenyl- 119 C8HON 000696-18-4 53
Abundance Scan 2495 (17.748 min): BG040419.D (-2486) (-) m/z 91.00 100.00%
q1
5000 119
41 105 231 17.40 17.60 17.80 18.00
55 71 133147161 260 . . . .
Ol il 70189208 TV “m/z 119.00  48.55Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #111018: Benzene, (1-ethylundecyl)-
1
119
5000

17.40 17.60 17.80 18.00
m/z 105.00 12.72%

41 105 231
o 2? .|| 5”7 7.1. . A 133147161175189 207 | 260
B RN o o  E  E  ABAREEER R E s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #87783: Benzene, (1-ethylnonyl)-
91
17.40 17.60 17.80 18.00
5000 119 m/z 40.95 11._45%
Lz sz g7 | 1P| 133147161 175 203 232
B AN o R B e RRERREER SRS S o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #99242: Benzene, (1-ethyldecyl)-
91 17.40 17.60 17.80 18.00
m/z 231.10 8.93%
119
5000
41 105
o A L ST L B etazs e BT 246
e e e e e T B o R A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG041019\
Data File : BG040419.D

Aca On : 10 Apr 2019 17:39

Operator : JU/SJ

Sample : K2337-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG032719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 6 Benzene, (1-methyldodecyl)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.05 15.61 ng 1132000 Phenanthrene-d10 17.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l1l-methvldodecvl)- 260 C19H32 004534-53-6 93
2 Benzene. (l-methvlundecvl)- 246 C18H30 002719-61-1 74
3 Benzene. (l-methvlinonvI)- 218 C16H26 004537-13-7 64
4 Benzene. (1-methvldecvl)- 232 C17H28 004536-88-3 64
5 Benzene, (1-methylhexyl)- 176 C13H20 002132-84-5 47
Abundance Scan 2546 (18.047 min): BG040419.D (-2540) (-) m/z 105.00 100.00%
105
5000
91
41 77 260 17.80 18.00 18.20 18.40
Ol et bl 329133 147161 175189 203217231245 "4 757 106.00 | 14. 74%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #111019: Benzene, (1-methyldodecyl)-
105
5000 IR SUMILN SO SR B

17.80 18.00 18.20 18.40
m/z 90.95 10.77%

91
29 4355 77 | | 119133147 166 189203 221 245 260
R o e e o e AR R R R e e e e e e e AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #99258: Benzene, (1-methylundecyl)-
105
17.80 18.00 18.20 18.40
5000 m/z 41.00 5.56%
91
0 S5 77 | 119133147161175189204217231246
T e e e e T e T T e T “'w'“
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75971: Benzene, (1-methylnonyl)-
105 17.80 18.00 18.20 18.40
m/z 260.20 5.35%
5000
91
218
27 41 55 77 | | 118131 147161175189203 | \
R e o o e AR E e e e e R e e  EmEEE RS R
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG041019\
Data File : BG040419.D

Aca On : 10 Apr 2019 17:39

Operator : JU/SJ

Sample : K2337-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG032719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 7 Pentadecane, 2-phenyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
18.75 5.58 ng 404838 Phenanthrene-d10 17.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2-phenvl- 288 C21H36 004534-66-1 76
2 Benzene. (l-methvldodecvl)- 260 C19H32 004534-53-6 68
3 Benzene. (l-methvlundecvl)- 246 C18H30 002719-61-1 59
4 Benzene. (l-methvldecvl)- 232 C17H28 004536-88-3 59
5 Benzene, (1-methylnonyl)- 218 C16H26 004537-13-7 59
Abundance Scan 266d()3 (18.752 min): BG040419.D (-2660) (-) m/z 105.00 100.00%
105
5000 J
41 79 274 18.40 18.60 18.80 19.00
Ol el et e 320 147 175190 217231 259717 302 | n/77105.95  14.45%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #134779: Pentadecane, 2-phenyl-
105
5000 AU
18.40 18.60 18.80 19.00
m/z 91.00 10.57%
o 63 79 | 131147161 182 203 232246 273°58
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 2éo 300
Abundance #111020: Benzene, (1-methyldodecyl)-
105
18.40 18.60 18.80 19.00
5000 m/z 41.00 6.11%
o 62 77 | | 131147161176 217 245260
miz-> 20 40 60 85 100 120 140 160 180 200 220 240 260 280 300
Abundance #99254: Benzene, (1-methylundecyl)- DL I e e o
105 18.40 18.60 18.80 19.00
m/z 104.00 5.05%
5000
| 120 147162 189 207 231246
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 18.40 18.60 18.80 19.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG041019\
Data File : BG040419.D

Aca On : 10 Apr 2019 17:39

Operator : JU/SJ

Sample : K2337-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG032719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 8 unknownl19.90 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
19.90 5.74 ng 265354 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Silane. dimethvl(2-octvloxv)butoxv- 260 C14H3202Si 1000346-84-1 43
2 2-Hexvlauinolin-4-ol. 1-oxide 245 C15H19N02 1000211-05-5 38
3 Ethvldibutoxvsilane 204 C10H2402Si 018132-62-2 35
4 4-Methvl-2.6-dihvdroxvauinoline 175 CI10H9NO2 034982-01-9 30
5 2,2-Dimethyl-2-[2,3,5,6-tetramet... 206 C14H220 1000128-94-3 27
Abundance Scan 2861 (19.898 min): BG040419.D (-2858) (-) m/z 175.10 100.00%
115
5000
43 105 191 e —
71 1 19.60 19.80 20.00 20.20
0! m/z 189.10 44 _27%
m/z--> 50 100 150 200 250 300 350
Abundance #110672: Silane, dimethyl(2-octyloxy)butoxy-
175
5000 RN SRR U
131 19.60 19.80 20.00 20.20
75 245 m/z 161.10 40.14%
a1 | 103 ] 217
05—ty 'L“ll"" L LN I L
m/z--> 50 100 150 200 250 300 350
Abundance #98192: 2-Hexylquinolin-4-ol, 1-oxide
175
10.60 19.80 20.00 20.20
5000 m/z 105.00 28.98%
oL HI \I‘J |'5|9“‘| \LLI Jlil|94|.“= Altl.ﬂ | I.“IJJIZ?ZI I22|I8IJL ——— ———
m/z--> 50 100 150 200 250 300 350
Abundance #63744: Ethyldibutoxysilane R aaE R A
175 19.60 19.80 20.00 20.20
m/z 245.10 23.29%
5000
e 119
31 57 ‘ 203
ol Jﬂlkilhltp?ﬂlu puar l S U A S
m/z--> 50 100 150 200 250 300 350 19.60 19.80 20.00 20.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG041019\
Data File : BG040419.D

Aca On : 10 Apr 2019 17:39

Operator : JU/SJ

Sample : K2337-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG032719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 9 unknown20.22 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
20.22 8.21 ng 379602 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-ethvl-3.5-diisopropvl- 190 C14H22 015181-13-2 27
2 Silane. dimethvl(2-decvloxv)butoxy- 288 C16H3602Si 1000347-61-7 22
3 Silane. dimethvl(2-octvloxv)butoxv- 260 C14H3202Si 1000346-84-1 22
4 4.5-Dihvdro-5-oxo-3-(p-tolvD)iso... 175 C10H9NO2 025755-82-2 18
5 4-Methyl-2,7-quinolinediol 175 C10H9NO2 020513-71-7 18
Abundance Scan 2916 (20.221 min): BG040419.D (-2911) (-) m/z 175.10 100.00%
175
203 231
5000 43 91
119 455
£ X o 2% a0 ass 20.00 20.20 20.40 20.60
0 m/z 203.10 67 .04%
m/z--> 50 100 150 200 250 300 350
Abundance #53166: Benzene, 1-ethyl-3,5-diisopropyl-
175
5000 LRI SN SRS BRI B
43 147 mmmmmmmm
91 m/z 231.10 64 .68%
65 119 ‘ | 1L2
04 |“'|'|'||||||||||||||||
m/z--> 50 100 1éo 260 2%0 360 3%0
Abundance #134426: Silane, dimethyl(2-decyloxy)butoxy-
175
20,00 20,20 20.40 20.60
5000 m/z 43.00 47 .93%
75 131
273
m/z--> 56 160 1%0 260 250 300 3%0
Abundance #110672: Silane, dimethyl(2-octyloxy)butoxy- R maEms
175 20.00 20.20 20.40 20.60
m/z 91.00 40.49%
5000
131
75
245
a 58 ‘J 103 J y 217
m/z--> 50 160 150 200 250 300 3%0 2000 2020 2040 2060
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG041019\
Data File : BG040419.D

Aca On : 10 Apr 2019 17:39

Operator : JU/SJ

Sample : K2337-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG032719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 10 unknown20.61 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
20.61 9.35 ng 432288 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentalblpvrrol-6(1H)-one. h... 231 C14H17NO2 1000271-90-5 30
2 3.4-Dihvdroxv-1.6-bis-(2.4.6-tri... 378 C24H2604 1000295-66-0 27
3 1.3.5-Triazin-2-amine. 4-(2-furv... 245 C12H15N50 148403-53-6 25
4 Benzene. 1.2.4.5-tetrakis(l-meth... 246 C18H30 000635-11-0 18
5 4-Methoxy-3-nitrophenyl methyl s... 231 C8HINO5S 020945-69-1 15
Abundance Scan 2982 (20.609 min): BG040419.D (-2978) (-) m/z 91.00 100.00%
o
189 231
5000{ 43 117
71 e
| e 20.20 20.40 20.60 20.80 21.00
ol byl LLL A m/z 231.10 69.69%
miz--> 50 100 150 200 250 300 350 400
Abundance #86831: Cyclopenta[b]pyrrol-6(1H)-one, hexahydro-5-benzyl-...
o 189
5000 AR SRR U BN
55 931 20.20 20.40 20.60 20.80 21.00
J 111132 160 m/z 189.10 67.48%
03||l|l"|'|‘||'lul‘|'||"uulul Ilulu |'||||||||||||||||||||||
miz--> 50 100 150 200 250 300 350 400
Abundance #201630: 3,4—Dihydr0x3g1,6—bis—(2,4,6—trimethy|—pheny|)—he...
189
20.20 20.40 20.60 20.80 21.00
5000 m/z 105.00 63.34%
69 121 4,5 231
oL 41 ’. g}litjl l167 | 21| 211 322 350 378
miz--> 50 100 150 200 250 300 350 400
Abundance #97919: 1,3,5-Triazin-2-amine, 4-(2-furyl)-6-(1-piperidyl)- A B e
245 20.20 20.40 20.60 20.80 21.00
m/z 245.15 59.26%
5000
0 -'_l_l_l_l_l_l_l_l_l_l_l_l_l_l_l_l_l_ TT T T [T T T T[T T T T[T T T T [TT
miz--> 50 100 150 200 250 300 350 400 20,20 20.40 20.60 20.80 21.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG041019\
Data File : BG040419.D

Aca On : 10 Apr 2019 17:39

Operator : JU/SJ

Sample : K2337-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG032719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 11 unknown20.67 Concentration Rank 5

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

20.67 13.15 ng 607739 Chrysene-di12 21.70

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Isothiourea. 2-methvl-1-(2.4-dim... 260 C15H20N2S 1000267-73-5 22
2 Silane. dimethvInonvloxvpropvloxy- 260 C14H3202Si 1000356-04-5 22
3 Ambrosin 246 C15H1803 000509-93-3 18
4 O-Trifluoroacetvl-carvacrol 246 C12H13F302 028664-29-1 15
5 1-(2-Methyl-1H-inden-4-yl)-1H-in... 245 C18H15N 1000305-60-1 11
Abundance Scan 2992 (20.668 min): BG040419.D (-2988) (-) m/z 245.15 100.00%

245
57 o1 175
117
5000 287
215 00 5060 2080 2100
202 358 : : :
ol—> 220 A 36 m/z 57.05  81.50%
m/z--> 50 100 150 200 250 300 350
Abundance #110839: Isothiourea, 2-methyl-1-(2,4-dimethylphenyl)-3-(1...
245
5000 IR AR AR

20.I40 20!60 20.I80 21.IOO
m/z 231.10  80.86%

41 59 77 103121 145 171 193 215 263

L
m/z--> 50 100 150 200 250 300 350
Abundance #110670: Silane, dimethyInonyloxypropyloxy-
245
e e e A RRRS
20.40 20.60 20.80 21.00
5000 m/z 175.10 80.48%
119 947
Las o M s m
—— et
m/z--> 50 100 150 200 250 300 350
Abundance #99054: Ambrosin AR EmEEE B

246 20.40 20.60 20.80 21.00
m/z 91.00 77.07%

5000
218

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

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG041019\
Data File : BG040419.D

Aca On : 10 Apr 2019 17:39

Operator : JU/SJ

Sample : K2337-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG032719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 12 unknown21.04 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.04 11.96 ng 553048 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanamide. N-Phenvl-N-T1-(2-(4... 350 C23H30N20 090736-18-8 14
2 Benzoic acid. 3-T(1l.2-dihvdro-2-... 245 C12H11N303 145820-05-9 11
3 1.2:4.6-Di-0O-isopropvlidene-L-so... 260 C12H2006 032717-65-0 10
4 6-Amino-2-(3-ethoxvbenzvl)-4-pvr... 245 C13H15N302 1000327-11-5 10
5 Decane, 1,9-bis[(trimethylsilyl)... 318 C16H3802Si2 1000142-15-7 10
Abundance Scan 3055 (21.038 min): BG040419.D (-3052) (-) m/z 91.00 100.00%
il
57 117 245
5000
147 I UL AR B
s | |, ll 69187 15 20.80 21.00 21.20 21.40
Ol plispobl Ll m/z 245.15 60.34%
m/z--> 50 100 150 200 250 300 350
Abundance #184164: Propanamide, N-Phenyl-N-[1-(2-(4-methylphenyl)eth...
245
146
5000 AR AR AAREE RAS
189 20. 80 21. 00 21. 20 21. 40
119 m/z 57.00 59.40%
57 77 96
O I N 1 T N~ S R
m/z--> 50 100 150 200 250 300 350
Abundance #97893: Benzoic acid, 3-[(1,2-dihydro-2-oxo-4-pyrimidinyl)...
245
" 20.80 21.00 21.20 21.40
5000 m/z 117.00 52.25%
212
186
Lo ]
m/z--> I I5|O I 100 I 150 ZOOI - I250I - I3(I)OI - I35|OI o
Abundance #110335: 1,2:4,6-Di-O-isopropylidene-L-sorbopyranose A RREEs Ba S
69 245 20.80 21.00 21.20 21.40
m/z 105.00 43.82%
113
5000 i
m/z--> 50 200 250 300 350 20. 80 21. 00 21. 20 21. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG041019\
Data File : BG040419.D

Aca On : 10 Apr 2019 17:39

Operator : JU/SJ

Sample : K2337-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG032719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 13 unknown21.12 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
21.12 6.96 ng 321561 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 24-Norcholan-16-one. 22-methvl-.... 344 C24H400 054498-41-8 38
2 Quinoline. 4-(1H-1.3-benzimidazo... 301 C20H19N3 1000319-10-9 25
3 Propanamide. N-(l-ethvl-1.2.3.4-... 274 C17H26N20 063134-09-8 22
4 Benzonitrile. 3-(2-methvl-3-indo... 259 C17H13N3 303769-21-3 22
5 Pyrido[2,3-b]pyrimido[4,5-d]thio... 259 C13H13N30S 327097-50-7 22
Abundance Scan 3069 (21.120 min): BG040419.D (-3064) (-) m/z 57.00 100.00%
57 259
105
5000 8
287
L 515 a4z 372 agp || 2080 2100 2120 2140
ol bl LA m/z 259.20 94 .40%
m/z--> 50 100 150 200 250 300 350 400
Abundance #180154: 24-Norcholan-16-one, 22-methyl-, (5.alpha.)-
289
5000 NS N SUNE SRR
20.80 21.00 21.20 21.40
109 217 m/z 43.05 86.95%
o %5 163 180 | 281301 329
m/z--> 50 100 150 200 250 300 350 400
Abundance #145711: Quinoline, 4-(1H-1,3-benzimidazol-2-yl)-2-(2-meth...
239
20.80 21.00 21.20 21.40
5000 m/z 105.00 75.86%
301
m/z--> 50 100 150 200 250 300 350 400
Abundance #122857: Propanamide, N-(1-ethyl-1,2,3,4-tetrahydro-2,2,4-... L
259 20.80 21.00 21.20 21.40
m/z 91.00 73.63%
5000
= 159
0 33n L L 9\1 11q 1?2 i, Jl l‘18e'2(l)3m2219 L |
m/z--> 50 100 150 200 250 300 350 400 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG041019\
Data File : BG040419.D

Aca On : 10 Apr 2019 17:39

Operator : JU/SJ

Sample : K2337-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG032719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 14 unknown2l1.23 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.23 8.83 ng 408151 Chrysene-d12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Chromium. (.eta.-5-cvclopentadie... 245 C15H13Cr 1000158-73-9 12
2 Benzene. l-pentenvl- 146 Cl1l1H14 000826-18-6 9
3 2-(4-Bromo-5-methvl-3-trifluorom... 389 C15H15BrF3N30 1000300-23-4 9
4 Benzene. (1-hexvltetradecvl)- 358 C26H46 002398-64-3 9
5 Phosphorochloridic acid, isohexy... 242 C9H20CIO3P 1000309-11-2 9
Abundance Scan 3088 (21.232 min): BG040419.D (-3082) (-) m/z 105.00 100.00%
7 105
5000 245
J 131 1]1 2T3 287 e
21.00 21.20 21.40 21.60
343 386
0 \,ak Ay ,L L ll " \ 1316 S 429480 1 Tz 57.10  93.24%
m/z--> 50 100 200 250 300 350 400 450
Abundance #98184: Chromlum, (.eta.-5-cyclopentadienyl)-(.eta.-6-naph...
117
50 245
5000 LI B SULLL B B
21,00 21.20 21.40 21.60
m/z 91.00 71.08%
ol27, 90 | ha1165101 221 |
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #21601: Benzene, 1-pentenyl-
117
21,00 21.20 21.40 21.60
5000 m/z 43.10 51.47%
91
\ J 146
0 \‘|"'“ﬁ”"'k'”'l"”l""w"'l'”'l"'w"
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #206909: 2-(4-Bromo-5-methyl-3-trifluoromethyl-pyrazol-1-y... EBaEEEEEE S S
105 21.00 21.20 21.40 21.60
m/z 117.00 51.12%
5000 161
77
‘ 32
o Ll I ]r{ || 101214% 268 311 350 389
m/z--> 50 160 150 200 250 300 350 460 450 21.00 21.20 21,40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG041019\
Data File : BG040419.D

Aca On : 10 Apr 2019 17:39

Operator : JU/SJ

Sample : K2337-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG032719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 15 unknown21.86 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.86 13.39 ng 619213 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-((1-Amino-2-naphthvDmethvlene... 287 C19H13N0O2 1000332-19-1 15
2 Silane. diethvldi(2-heptvloxv)- 316 C18H4002Si 1000363-73-0 14
3 Disiloxane. pentamethvl- 148 C5H160Si2 001438-82-0 14
4 2-Adamantanol. 4-bromo- 230 C10H15Bro0 019213-97-9 11
5 4-Butoxyphenylacetonitrile 189 C12H15NO 038746-93-9 11
Abundance Scan 3195 (21.860 min): BG040419.D (-3191) (-) m/z 287.20 100.00%
133 287
105
5000
200 400 7150 2180 2200 2220
0 m/z 133.00 85.00%
m/z--> 50 100 150 200 250 300 350 400
Abundance #133839: 3-((1-Amino-2-naphthyl)methylene)-2-benzofuran-1(...
287
230
5000 LN SUNIA SRR SR
21.60 21.80 22.00 22.20
0
o U5 s 202 ocg m/z 105.00 78.44%
|27|||'||‘l||f'|||l"| |I|‘l|]|-7|6||‘l|'l|'ululluu|||||||||||||||
m/z--> 50 100 150 200 250 300 350 400
Abundance #158086: Silane, diethyldi(2-heptyloxy)-
287
01 245 21,60 21.80 22.00 22.20
5000 m/z 117.00 64 .16%
189
o4t %3 | | 131 159 W‘L215 315
m/z--> 50 100 150 200 250 300 350 400
Abundance #22918: Disiloxane, pentamethyl- A B RN ma e
133 21.60 21.80 22.00 22.20
m/z 91.00 62.74%
5000
73
0 ?ﬁ‘th"'l??‘L'i'k U PURELELY SR UL SRR DU LN SUNIA BRI SR
m/z--> 50 100 150 200 250 300 350 400 21.60 21.80 22.00 22.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG041019\
Data File : BG040419.D

Aca On : 10 Apr 2019 17:39

Operator : JU/SJ

Sample : K2337-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG032719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 16 unknown2l1.97 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
21.97 6.08 ng 281243 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6-di-sec-butviphenol. trifluor... 302 C16H21F302 1000376-42-0 30
2 2-Amino-3-cvano-4-methvl-4_.6-dip... 432 C24H24N404 1000287-35-2 16
3 2-Benzvlamino-as-triazino(6.5-c)... 287 C17H13N5 081547-18-4 11
4 Pentadecane. 4-phenvl- 288 C21H36 004534-64-9 10
5 1-Pyrazolidinecarbothioamide, N-... 345 C17H16CIN30S 139192-97-5 9
Abundance Scan 3214 (21.972 min): BG040419.D (-3209) (-) m/z 105.00 100.00%
57
5000
s a1 a0 4 | 21602080 29002950
[ m/z 57.00 78 .09%
miz-> 0 50 100 150 200 250 300 350 400 450
Abundance #146201: 2,6-di-sec-butylphenol, trifluoroacetate ester
57
5000 213 VN R SN U
17 21.60 21.80 22.00 22.20
a1 217 300 m/z 287.20 70.59%
147
o,...'.,--.-'.".1,'-.1.#".1,.1.7-?.-,1...-.,....,....,....,....,....
mz--> 0 50 100 150 200 250 300 350 400 450
Abundance #222676: 2-Amino-3-cyano-4-methyl-4,6-dipyridin-4-yl-cyclo...
20
21,60 21.80 22.00 22.20
5000 287 m/z 43.00 68.23%
oL
mz--> 0 50 100 150 200 250 300 350 400 450
Abundance #133733: 2-Benzylamino-as-triazino(6,5-c)quinoline R REE RS
o 21.60 21.80 22.00 22.20
m/z 91.00 63.98%
287
5000
258
0 41{?5 | 115143 182 231
mz-> 0 50 100 150 200 250 300 350 400 450 2160 21.80 22.00 22.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG041019\
Data File : BG040419.D

Aca On : 10 Apr 2019 17:39

Operator : JU/SJ

Sample : K2337-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG032719._.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 17 unknown22.20 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
22.20 9.26 ng 427994 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 di(ButoxvethvDadipate 346 C18H3406 000141-18-4 15
2 Chromium. (.eta.-5-cvclopentadie... 259 C16H15Cr 1000158-74-0 11
3 2-Phenvl-N-(5-trifluoromethvl-T1... 315 C13H12F3N30S 1000322-23-6 11
4 Benzenemethanamine. N-phenvl-N-(... 273 C20H19N 000091-73-6 10
5 Benzamide, N,N-diphenyl- 273 C19H15NO 004051-56-3 10
Abundance Scan 3253 (22.201 min): BG040419.D (-3248) (-) m/z 57.00 100.00%
57
105
5000
J H 21.80 22.00 22.20 22.40 22.60
bl iy m/z 105.00 74 .70%
m/z--> 50 100 150 200 250 300 350 400
Abundance #181102: di(Butoxyethyl)adipate
57
5000 LRI I BRI SN B
21.80 22.00 22.20 22.40 22.60
m/z 43.00 69.77%
04
m/z--> 50 100 150 200 250 300 350 400
Abundance #109990: Chromium, (.eta.-5-cyclopentadienyl)-(.eta.-6-1-m...
117
o 21.80 22.00 22.20 22.40 22.60
5000 259 m/z 119.00 63.94%
0 '2§' f "gpl"" '%5?' '1?3 U S VA DU SR
m/z--> 50 100 150 200 250 300 350 400
Abundance #156881: 2-Phenyl-N-(5-trifluoromethyl-[1,3,4]thiadiazol-2... A B o
9 119 21.80 22.00 22.20 22.40 22.60
m/z 117.00 50.85%
146
5000
0 \‘Stouw Ll | 169196 245 P
m/z--> 50 100 150 200 250 300 350 400 21.80 22.00 22.20 22.40 22.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG041019\
Data File : BG040419.D

Aca On : 10 Apr 2019 17:39

Operator : JU/SJ

Sample : K2337-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG032719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 18 unknown22.44 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.44 12.45 ng 575636 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane. l1-chloro- 414 C27H55CI 062016-79-9 45
2 Octacosane 394 C28H58 000630-02-4 38
3 Tricosane. 2-methvl- 338 C24H50 001928-30-9 35
4 1-lodoundecane 282 C11H23lI 004282-44-4 35
5 Oxalic acid, butyl 6-ethyloct-3-... 286 C16H3004 1000309-34-2 35
Abundance Scan 3294 (22.442 min): BG040419.D (-3290) (-) m/z 57.00 100.00%
57
5000 85 287
J ] 0 240 2260 2260
145 189 . . . .
Y ' |ll WD P15 26 | | 315 ss73ms e St 6T e
mz—-> 0 50 150 200 250 300 350 400
Abundance #217413: Heptacosane, 1-chloro-
57
5000 LS BN BRI BULRULN R
2220 2240 2260 22.80
” J d m/z 71.10 60.44%
o Thl] .LM113 141 183 211 239 273 301 343 371 414
mz-> 0 50 100 1éo 200 250 300 350 460
Abundance #209566: Octacosane
57
" 2020 22.40 2260 22.80
5000 a5 m/z 85.10 46 .80%
29
ol ‘ (113 141 169 197 225 253 261 309 337 365 394
miz-> 0 50 160 1éo 200 250 300 350 400
Abundance #175564: Tricosane, 2-methyl- RS mEEEs L
43 22.20 22.40 22.60 22.80
m/z 287.20 45 . 49%
5000 1
0 15J ?? 127 155 183 211 239 267 295 323
mz—-> 0 % 1& ﬁo 200 250 ﬁo 350 400 2220 22.40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG041019\
Data File : BG040419.D

Aca On : 10 Apr 2019 17:39

Operator : JU/SJ

Sample : K2337-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG032719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 19 unknown22.57 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

22.57 6.39 ng 295253 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tolcapone 273 C14H11NO5 134308-13-7 11
2 5-Chloro-2-nitrobenzvl alcohol. ... 333 C10H5CIF5N0O4 1000364-26-3 10
3 Disiloxane. 1.1.3.3-tetramethvl- 134 C4H140Si2 003277-26-7 9
4 1.4-Bislmethvl(trimethyvlene)silv... 258 C12H2602Si2 1000217-00-3 9
5 N-Isovaleroylglycine 159 C7H13NO3 016284-60-9 9

Abundance Scan 3316 (22.571 min): BG040419.D (-3312) (-) m/z 105.00 100.00%

57 5

5000

22.20 22.40 22.60 22.80

161 189 217

320343 369 400

o m/z 57.05 88.82%
m/z--> 50 100 150 200 250 300 350 400
Abundance #121656: Tolcapone
119
273
5000 LA L L L L L L L L
91 22.20 22.40 22.60 22.80
182 m/z 43.05 81.96%
65 41 I 226
O L e e e e o S LA A A s e e o o e o o
m/z--> 50 100 150 200 250 300 350 400
Abundance #171191: 5-Chloro-2-nitrobenzyl alcohol, pentafluoropropionat
119
B I N I
287 22.20 22.40 22.60 22.80
5000 m/z 91.00 61.27%
[ 170
30 |1 (o8 || MO
0 L4 Il 191211233 260 317
m/z--> 50 100 150 200 250 300 350 400
Abundance #14967: Disiloxane, 1,1,3,3-tetramethyl- R R EEE B
119 22.20 22.40 22.60 22.80
m/z 119.00 59.98%
5000
73
45{‘
o I N A NN
m/z--> 50 100 150 200 250 300 350 400 22.20 22.40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG041019\
Data File : BG040419.D

Aca On : 10 Apr 2019 17:39

Operator : JU/SJ

Sample : K2337-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG032719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 20 2-methyloctacosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
23.95 6.36 ng 299956 Perylene-d12 24 .97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 87
2 Tetracosane 338 C24H50 000646-31-1 86
3 Heptadecane 240 C17H36 000629-78-7 80
4 Sulfurous acid. 2-propvl tridecv... 306 C16H3403S 1000309-12-4 72
5 Tetradecane 198 C14H30 000629-59-4 72
Abundance Scan 3551 (23.952 min): BG040419.D (-3545) (-) m/z 57.00 100.00%
g7
85
5000
RN BRI UG I
113 23.60 23.80 24.00 24.20
41 168189
ol | A | 223201 282305 s47 AT Tnzz 71.05  66.40%
m/z--> 50 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
g7
5000 85 AU BRI UL
23.60 23.80 24.00 24.20
13 m/z 43.05 65.20%
o 29| ﬂ 141 169 197 225 267 295 365 393
m/z--> §o 100 1éo 200 250 300 3éo 400
Abundance #175559: Tetracosane
g7
o 23.60 23.80 24.00 24.20
5000 m/z 85.10 58.07%
29
ol LA L L34 269 197 225 250 338
m/z--> 50 100 150 260 250 300 3éo 400
Abundance #94344: Heptadecane L LI L L L DL I
57 23.60 23.80 24.00 24.20
m/z 41.00 24 . 27%
29
m/z--> 50 100 1&'30 2(')0 250 300 350 400 2360 23.80 24.00 24.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG041019\
Data File : BG040419.D

Acq On : 10 Apr 2019 17:39

Operator : JU/SJ

Sample - K2337-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.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]
Butane, 2-methoxy... 3.19 5.5 ng 112796 1 8.05 412803 20.0
unknown7 .58 7.58 86.8 ng 1791460 1 8.05 412803 20.0
Benzene, (1-propy... 17.55 7.7 ng 557007 4 17.42 1450410 20.0
Benzene, (l1-ethyl... 17.75 10.1 ng 730792 4 17.42 1450410 20.0
Benzene, (1-methy... 18.05 15.6 ng 1132000 4 17.42 1450410 20.0
Pentadecane, 2-ph... 18.75 5.6 ng 404838 4 17.42 1450410 20.0
unknown19.90 19.90 5.7 ng 265354 5 21.70 924627 20.0
unknown20.22 20.22 8.2 ng 379602 5 21.70 924627 20.0
unknown20.61 20.61 9.3 ng 432288 5 21.70 924627 20.0
unknown20.67 20.67 13.2 ng 607739 5 21.70 924627 20.0
unknown21.04 21.04 12.0 ng 553048 5 21.70 924627 20.0
unknown21.12 21.12 7.0 ng 321561 5 21.70 924627 20.0
unknown21.23 21.23 8.8 ng 408151 5 21.70 924627 20.0
unknown21 .86 21.86 13.4 ng 619213 5 21.70 924627 20.0
unknown21 .97 21.97 6.1 ng 281243 5 21.70 924627 20.0
unknown22 .20 22.20 9.3 ng 427994 5 21.70 924627 20.0
unknown22 .44 22 .44 12.4 ng 575636 5 21.70 924627 20.0
unknown22 .57 22 .57 6.4 ng 295253 5 21.70 924627 20.0
2-methyloctacosane 23.95 6.4 ng 299956 6 24.97 943534 20.0
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