LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG032619\

Data File : BG040158.D

Aca On : 26 Mar 2019 22:18 Instrument :
Operator : JU/SJ BNA_G

Sample - K2099-03 ClientSampleld :
Misc - MH-C05-SETTLED-1H-A
ALS Vial : 12 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-BG030419.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 3.199 12 19 26 rBv 230979 532331 19.08% 2.056%
2 3.270 26 31 51 rvB 547426 942967 33.79% 3.641%
3 5.226 358 364 373 rVB 26825 45932 1.65% 0.177%
4 5.684 435 442 450 rBV 271472 453059 16.24% 1.750%
5 5.755 450 454 463 rVB3 13658 30267 1.08% 0.117%
6 6.178 521 526 536 rVB 52886 92285 3.31% 0.356%
7 6.794 626 631 636 rBV 27334 42660 1.53% 0.165%
8 7.282 708 714 726 rBV 176509 342297 12.27% 1.322%
9 7.664 772 779 795 rBV 487048 894665 32.06% 3.455%
10 8.140 853 860 864 rBV 172609 303444 10.88% 1.172%
11 8.175 864 866 873 rVB 52422 66948 2.40% 0.259%

12 8.463 906 915 923 rVB 627522 1103372 39.54% 4.261%
13 8.803 967 973 986 rVvB2 104049 202766 7.27% 0.783%
14 9.244 1042 1048 1053 rBVS8 14966 28402 1.02% 0.110%
15 9.315 1053 1060 1067 rVvVv 560270 1012509 36.29% 3.910%

16 9.379 1067 1071 1075 rVvVv 27717 47682 1.71% 0.184%
17 9.426 1075 1079 1097 rVB3 34702 91747 3.29% 0.354%
18 9.867 1146 1154 1163 rBV 70334 138293 4._.96% 0.534%
19 10.225 1208 1215 1231 rBV2 35766 153514 5.50% 0.593%

20 10.360 1233 1238 1248 rVB5 36504 77100 2.76% 0.298%
21 10.495 1253 1261 1266 rBV9 14468 29335 1.05% 0.113%
22 10.754 1294 1305 1307 rBV9 22310 55963 2.01% 0.216%
23 10.801 1308 1313 1317 rVV3 47588 79241 2.84% 0.306%

24 10.959 1333 1340 1343 rBvV 220706 418404 15.00% 1.616%
25 11.001 1343 1347 1363 rVB 434920 765954 27 .45% 2.958%

26 11.253 1383 1390 1395 rBv4 34036 58478 2.10% 0.226%
27 11.506 1427 1433 1446 rBV2 21465 64830 2.32% 0.250%
28 11.617 1447 1452 1457 rVvV 35245 69961 2.51% 0.270%
29 11.676 1457 1462 1470 rVB2 33899 61575 2.21% 0.238%
30 11.929 1498 1505 1515 rBV2 62253 131422 4.71% 0.508%
31 12.305 1560 1569 1582 rBV6 19572 49821 1.79% 0.192%
32 12.475 1592 1598 1605 rBV2 29595 51778 1.86% 0.200%
33 12.604 1608 1620 1625 rBV7 38713 149415 5.35% 0.577%
34 12.675 1627 1632 1639 rVB4 38307 81941 2.94% 0.316%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG032619\

Data File : BG040158.D

Aca On : 26 Mar 2019 22:18 Instrument :
Operator : JU/SJ BNA_G

Sample - K2099-03 ClientSampleld :
Misc - MH-C05-SETTLED-1H-A
ALS Vial : 12 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 :\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG030419.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.751 1639 1645 1651 rBV 78311 158030 5.66% 0.610%

36 12.939 1672 1677 1684 rVB4 24876 55467 1.99% 0.214%
37 13.198 1716 1721 1728 rBV3 17939 42015 1.51% 0.162%
38 13.386 1746 1753 1760 rVB 1445567 2206894 79.09% 8.522%
39 13.585 1779 1787 1788 rBVS 14920 30502 1.09% 0.118%
40 13.738 1806 1813 1823 rBVS 18549 67058 2.40% 0.259%
41 14.208 1888 1893 1902 rBV2 44351 97331 3.49% 0.376%
42 14.284 1902 1906 1912 rVB 21103 36103 1.29% 0.139%
43 14.419 1922 1929 1936 rVB2 50752 79220 2.84% 0.306%
44 14.613 1953 1962 1967 rBV9 14269 49677 1.78% 0.192%
45 14.666 1968 1971 1976 rVB 22565 35535 1.27% 0.137%

46 14.766 1982 1988 1996 rVB2 344431 563582 20.20% 2.176%
47 14.954 2014 2020 2029 rVB 126523 182853 6.55% 0.706%
48 15.271 2065 2074 2085 rBV 323732 596102 21.36% 2.302%

49 15.553 2116 2122 2131 rVB 36618 67102 2.40% 0.259%
50 15.729 2143 2152 2161 rBV7 19108 53064 1.90% 0.205%
51 15.970 2186 2193 2201 rVB2 33641 55534 1.99% 0.214%
52 16.252 2234 2241 2248 rBV 729284 1160978 41.61% 4._.483%
53 16.317 2248 2252 2259 rVB4 30495 53438 1.92% 0.206%
54 16.446 2267 2274 2278 rBV2 23949 46826 1.68% 0.181%
55 16.799 2326 2334 2340 rBV 152184 264643 9.48% 1.022%
56 16.981 2356 2365 2367 rBV5 13411 30013 1.08% 0.116%
57 17.039 2370 2375 2380 rVB 59431 86598 3.10% 0.334%
58 17.374 2427 2432 2440 rVB3 36824 60943 2.18% 0.235%
59 17.456 2441 2446 2450 rBV 47357 81387 2.92% 0.314%

60 17.509 2450 2455 2463 rVB 439584 676233 24.24% 2.611%

61 18.009 2535 2540 2543 rBvV4 20175 29765 1.07% 0.115%
62 18.114 2549 2558 2570 rBV3 217797 610491 21.88% 2.358%
63 18.361 2596 2600 2609 rVB2 102731 160585 5.76% 0.620%
64 18.502 2620 2624 2631 rBV2 60216 104438 3.74% 0.403%
65 18.655 2645 2650 2656 rBV 147525 233334 8.36% 0.901%

66 18.743 2658 2665 2674 rVB 99591 210017 7.53% 0.811%

67 19.095 2720 2725 2729 rVB 25249 33633 1.21% 0.130%
68 19.272 2750 2755 2760 rBV 193726 253831 9.10% 0.980%
69 19.624 2811 2815 2821 rBV7 33480 59707 2.14% 0.231%

70 19.959 2864 2872 2883 rBV 1014566 1297484 46.50% 5.010%
71 20.100 2890 2896 2911 rVB 2057311 2790279 100.00% 10.775%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG032619\

Data File : BG040158.D

Aca On : 26 Mar 2019 22:18 Instrument :
Operator : JU/SJ BNA_G

Sample - K2099-03 ClientSampleld :
Misc - MH-C05-SETTLED-1H-A
ALS Vial : 12 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-BG030419.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
72 20.699 2994 2998 3002 rVB 57907 63615 2.28% 0.246%

73 21.193 3076 3082 3087 rBV 1662788 2158473 77.36% 8.335%
74 21.398 3111 3117 3121 rBV 104439 192314 6.89% 0.743%
75 21.639 3154 3158 3163 rVB 24364 34528 1.24% 0.133%

76 21.792 3178 3184 3194 rVB 461647 774318 27.75% 2.990%
77 21.880 3194 3199 3204 rVvV 97674 146774 5.26% 0.567%

78 22.555 3309 3314 3320 rBV2 26991 45232 1.62% 0.175%
79 22.655 3326 3331 3338 rVB3 26468 48699 1.75% 0.188%
80 23.266 3430 3435 3440 rBV2 35199 69281 2.48% 0.268%
81 24.095 3568 3576 3584 rBV3 41370 97819 3.51% 0.378%
82 25.076 3736 3743 3747 rBvV4 37392 89707 3.21% 0.346%
83 25.152 3747 3756 3769 rVB2 237632 745452 26.72% 2.879%
84 26.239 3931 3941 3953 rBV6 27852 90953 3.26% 0.351%
85 27.654 4175 4182 4192 rVBS8 14024 47229 1.69% 0.182%
Sum of corrected areas: 25895444
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG032619\

Data File : BG040158.D

Aca On : 26 Mar 2019 22:18

Operator : JU/SJ

a?ggle i K2099-03 MH-C05-SETTLED-1H-A
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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: BG040158.D
2000000

1500000

1000000

500000

04
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: BG040158.D

2000000 20110

21.19

1500000{ 13.39

19.96
1000000

16.25

500000 21.79

14.77 15.27

2070 |?449 @f.88

14.95
13.24)\5\1@7;115@ 7 156575.9 22B6¢

O B e e o T I B i e e e B i o o e e e A L A e B e R A i oo e

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG040158.D

2000000

1500000

1000000

500000
25.15

23.27 24.09 2§ﬁp 26.24 27.65
O T T T T T T T T T T T T T T T R e T e T T R T e T T TR T R R TS

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\HPCHEM1\BNA G\DATA\BG032619\

Data File : BG040158.D

Aca On : 26 Mar 2019 22:18

Operator : JU/SJ

a?ggle i K2099-03 MH-C05-SETTLED-1H-A
ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG030419.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 Butane, 2-methoxy-2-methyl- Concentration Rank 2

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

3.27 62.15 ng 942967 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 31 (3.270 min): BG040158.D (-26) (-) m/z 73.15 100.00%
7B
5000 43
55 87
37111 20 7 3.203.30 3.40 3.50 3.60 3.70
el LA ST e W7z 43.15 44 46%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
(<}
5000
43 3.203.30 3.40 3.50 3.60 3.70
55 87 m/z 55.15 32.82%
29 35 | | 67 ||,
mz-> %0 % 40 % 60 70 8 9 100 110 1% 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87
3.203.30 3.40 3.50 3.60 3.70
5000 55 m/z 87.25 27 .58%
J L 79 |, 97 112 129
m/z--> 20 ' ' 50 ' 70 80 90 100 110 120 130
Abundance #4436. Pentane, 3-methoxy-
73 3.203.30 3.40 3.50 3.60 3.70
m/z 41.15 12.13%
5000
45
29
L] 3‘“ 5‘5 67 . 101 ‘M-r—y—r—y—v
m/z--> 20 30 40 50 60 7'0 80 90 100 110 120 130 3.203.30 3.40 3.50 3.60 3.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG032619\

Data File : BG040158.D

Aca On : 26 Mar 2019 22:18

Operator : JU/SJ

a?ggle i K2099-03 MH-C05-SETTLED-1H-A
ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG030419.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 3 Cyclopentanone, 2-methyl- Concentration Rank 18

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

6.18 6.08 ng 92285 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentanone. 2-methvl- 98 C6H100 001120-72-5 83
2 Cvclohexanone 98 C6H100 000108-94-1 78
3 2-Pentene. 2.3-dimethvl- 98 C7H14 010574-37-5 47
4 2H-Imidazol-2-one. 1.3-dihvdro-4... 98 C4H6N20 001192-34-3 42
5 6-Oxa-bicyclo[3.1.0]hexan-3-one 98 C5H602 074017-10-0 40

Abundance Scan 526 (6.178 min): BG040158.D (-521) (-) m/z 55.15 100.00%
55
42
5000
98
69
| a9l “ 83 5.80 6.00 6.20 6.40 6.60
e o A 8 S AR m/z 42.15 53.24%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3233: Cyclopentanone, 2-methyl-
ap
55
98 N
5000 69 ERAERE NI NARE AR N
5.80 6.00 6.20 6.40 6.60
27 83 m/z 98.25 33.30%
Ao o T |
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3163: Cyclohexanone
42 55
580 6.00 6.20 6.40 6.60
5000 m/z 41.10 25_.51%
27 69 98
12 34 |1l 49 | e || 778
miz--> R N A A
Abundance #3351: 2-Pentene, 2,3-dimethyl-
55 83 5.80 6.00 6.20 6.40 6.60
a1 m/z 69.15 17.75%
5000 98
27 69
T .:.I?.lu ..Uluu "‘I l‘.. III\III\I(IS?I\I‘I ”|77|le l‘..?].'. . "I ———
m/z--> 10 20 30 40 50 60 70 80 90 100 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG032619\

Data File : BG040158.D

Aca On : 26 Mar 2019 22:18

Operator : JU/SJ

a?ggle i K2099-03 MH-C05-SETTLED-1H-A
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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 unknown7.66 Concentration Rank 3

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

7.66 58.97 ng 894665 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 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 778 (7.658 min): BG040158.D (-772) (-) m/z 132.15 100.00%
132
5000 68 /\
40 54 % 740 7.60 7.80 8.00
qrer |wsus N m/z 68.15  44.79%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 L UL I IR
7.40 7.60 7.80 8.00
31 78 m/z 134.15 33.02%
"% !||'I'!"I""IJ"'I""I""I""I""
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
740 7.60 7.80 8.00
5000 m/z 66.15 30.36%
33 44 o 105
---‘-.--‘-ﬁq--‘--f)----‘.-‘-?l-S.-- S
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl L B e LEL eeie
57 132 740 7.60 7.80 8.00
24 m/z 69.15 18.58%
5000 98 116
N ...,....,.?% .,m97.hq. A 188 .1§?.
m/z--> 40 60 80 100 120 140 160 180 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG032619\

Data File : BG040158.D

Aca On : 26 Mar 2019 22:18

Operator : JU/SJ

a?ggle i K2099-03 MH-C05-SETTLED-1H-A
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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 N-(1,1-Dimethyl-2-propynyl)... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

8.80 13.36 ng 202766 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 N-(1.1-Dimethvl-2-proovnvl)-N-te... 139 C9H17N 001118-17-8 53
2 N-(But-1-envD)-pvrrolidin-2-one 139 C8H13NO 1000145-94-4 38
3 6-Methvl-2-pvrazinvimethanol 124 C6H8N20 077164-93-3 25
4 2.2-Dimethvl-1-aza-spirol2.3Thexane 111 C7H13N 1000194-19-9 18
5 4,5-Dimethyl-2-isopropyloxazole 139 C8H13NO 019519-45-0 18
Abundance Scan 972 (8.798 min): BG040158.D (-967) (-) m/z 58.25 100.00%

58
41 83 96 124
5000
- l\ ol - 5.0 860 550 Sb0 620

.,”.w.”.ﬁ.nu”.ﬂ-.”' R L o o L m/z 55.15 86.23%

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #17923: N-(1,1-Dimethyl-2-propynyl)-N-tert.-butylamine
58 124
68
5000

8.40 8.60 8.80 9.00 9.20
m/z 124.25 58.13%

m/z--> 30 50 60 70 80 90 100 110 120 130 140
Abundance #17849: N-(But-1-enyl)-pyrrolidin-2-one
124
T EEA RREaE L
139 8.40 8.60 8.80 9.00 9.20

m/z 83.15 57 .49%

5000 96
69 84
56 ‘ 110
'I""I""I'M'I""I'"'I""I""I""l""l' IBESRRBE DA
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #10341: 6-Methyl-2-pyrazinylmethanol

124 8.40 8.60 8.80 9.00 9.20
m/z 96.15 55.66%

95
5000 39
55 66
‘\H‘45 m‘\u .73 8lg7 || 108 117 ||,

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 840 8.60 880 900 9.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG032619\

Data File : BG040158.D

Aca On : 26 Mar 2019 22:18

Operator : JU/SJ

a?ggle i K2099-03 MH-C05-SETTLED-1H-A
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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 Hexanoic acid, 2-ethyl- Concentration Rank 19

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

9.43 6.05 ng 91747 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 64
2 Butanoic acid. 2-ethvl-. 1.2.3-p... 386 C21H3806 056554-54-2 42
3 Hexanamide. 6-(Cheptvlioxv)- 229 C13H27N02 055191-08-7 37
4 Butanoic acid. 2-methvl-. methvl... 116 C6H1202 000868-57-5 35
5 1,4-Dioxane 88 C4H802 000123-91-1 32

Abundance Scan 1080 (9.432 min): BG040158.D (-1075) (-) m/z 73.10 100.00%
3
5000
Jﬂ \l Hl)l 9.00 9.20 9.40 9.60 9.80
el o m/z 88.15 79.93%
m/z--> 50 100 150 200 250 300 350
Abundance #20862: Hexanoic acid, 2-ethyl-
B
5000
41 9.00 9.20 9.40 9.60 9.80
101 m/z 41.15 38.17%
19] ,'|‘.l...,|.||.12.9.,....,....,....,....,.
m/z--> 50 100 150 200 250 300 350
Abundance #205569: Butanoic acid, 2-ethyl-, 1,2,3-propanetriyl ester
4 83
9.00 9.20 9.40 9.60 9.80
5000 7 m/z 57.20 37 .90%

h’{h L‘;L ];09 135155173 214 242 272 204313 355
el

m/z--> 50 100 150 200 250 300 350
Abundance #85158: Hexanamide, 6-(heptyloxy)-
73 9.00 9.20 9.40 9.60 9.80
m/z 55.15 27.31%
5000 90

| T
m/z--> 100 150 200 250 300 350 9. OO 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG032619\

Data File : BG040158.D

Aca On : 26 Mar 2019 22:18

Operator : JU/SJ

a?ggle i K2099-03 MH-C05-SETTLED-1H-A
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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 Formamide, N-cyclohexyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.93 6.28 ng 131422 Naphthalene-d8 10.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Formamide. N-cvclohexvl- 127 C7H13NO 000766-93-8 95
2 2-Acetvilpiperidine 127 C7H13NO 097073-22-8 27
3 Pvridine-D5- 84 C5D5N 007291-22-7 27
4 Cvclohexvlamine. N-ethvl- 127 C8H17N 005459-93-8 22
5 Cyclopentanamine, 1-(4-morpholin... 184 C10H20N20 1000351-43-8 14
Abundance Scan 1505 (11.929 min): BG040158.D (-1498) (-) m/z 46.15 100.00%
45
84
5000 56
67 SNBSS i S
3 1160 11.80 12.00 12.20
98 127
,,,'j” .,.'!'.'.,...|.,"..??,'.|.'..,....-,....}.1.2..,...'.,.... m/z 84.15 58.52%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11826: Formamide, N-cyclohexyl-
46
5000 28 %6 84

11.60 11.80 12.00 12.20
‘ 67 m/z 56.10 45 _.51%
127
||||| O P S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11810: 2-Acetylpiperidine
84
56 11.60 11.80 12.00 12.20
5000 m/z 67.15 23.59%
‘\ I8 Q98 110 125
LI B o e o o R EASEEREmsmans
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1373: Pyridine-D5-
84 11.60 11.80 12.00 12.20
m/z 43.15 19.50%
56
5000
uw 8 42 1 e 76 |
B AT o o e e o o BRAREREEESEREs R B N L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 11.60 11. 80 12. 00 12. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG032619\

Data File : BG040158.D

Aca On : 26 Mar 2019 22:18

Operator : JU/SJ

a?ggle i K2099-03 MH-C05-SETTLED-1H-A
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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 Cyclopropanecarboxylic acid... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.60 7.14 ng 149415 Naphthalene-d8 10.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropanecarboxvlic acid.buty... 142 C8H1402 054947-39-6 59
2 Cvclopropanecarboxvlic acid.isob... 142 C8H1402 064969-79-5 53
3 Cvclopropanecarboxvlic acid. 3-m... 154 C9H1402 1000299-37-4 38
4 4-Hexenoic acid. 2.5-dimethvl- 142 C8H1402 082898-13-3 37
5 1,6-Heptadiene-4-carboxylic acid... 184 C10H1603 183536-93-8 37
Abundance Scan 1619 (12.598 min): BG040158.D (-1608) (-) m/z 69.15 100.00%
69
5000
41
87 103 141 0 1940 15780 15an 120
111 12.20 12.40 12.60 12.80 13.00
77
.,....,....|:.'|.|..?.1...?~.1...|;'...-.,..l!'.,.9?.,.|...,'..'..1,?.2..,....,'.'...,1.?‘.‘.,. m/z 41.15  32.66%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #19803: Cyclopropanecarboxylic acid,butyl ester
69
41
87
5000 AR SRS SN
56 12.20 12.40 12.60 12.80 13.00
m/z 39.15 22 .54%
'I””P'H”m'Pﬂh'“uﬁ'W”ml”ea'“P”'P”W'”W”'W””I
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #19828: Cyclopropanecarboxylic acid,isobutyl ester
69
a 12.20 12.40 12.60 12.80 13.00
5000 m/z 43.15 21.42%
56 87
'w'“v'thtw“UM'HH”Zn'L'w'ea'“l“'WH'w'“'v“'w'“v
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27753: Cyclopropanecarboxylic acid, 3-methylbut-2-enyl ester e e e
69 12.20 12.40 12.60 12.80 13.00
m/z 103.15 13.73%
5000 a1
A 137 154
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 12.20 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG032619\

Data File : BG040158.D

Aca On : 26 Mar 2019 22:18

Operator : JU/SJ

a?ggle i K2099-03 MH-C05-SETTLED-1H-A
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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 Hydrocinnamic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.75 7.55 ng 158030 Naphthalene-d8 10.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hvdrocinnamic acid 150 C9H1002 000501-52-0 96
2 4-Nitrosophenvl-_beta.-phenvlpro... 255 C15H13N03 1000129-40-0 90
3 Benzvilmalonic acid 194 C10H1004 000616-75-1 64
4 Acetic acid. trifluoro-. 2-phenv... 218 C10H9F302 055419-66-4 58
5 _beta.-Phenylethyl butyrate 192 C12H1602 000103-52-6 50
Abundance Scan 1645 (12.751 min): BG040158.D (-1639) (-) m/z 91.15 100.00%
91 f
5000 104
150
|i ” 131 12.40 12.60 12.80 13.00
.”.“.”,”.w.”.“..“.”,”.w.m.“.” A ERARERES B m/z 104.15 51.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #24397: Hydrocinnamic acid
o
104
5000 AR AR RN
150 12. 40 12. 60 12. 80 13. 00 '
77 m/z 150.15 33.56%
el o |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #106443: 4-Nitrosophenyl-.beta.-phenylpropionate
il
12.40 12.60 12.80 13.00
5000 104 m/z 77.15 19.46%
150
51
Hw\”“ S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #55703: Benzylmalonic acid L o B B
il 12.40 12.60 12.80 13.00
m/z 78.15 17.16%
104
5000
28 130 150
"l
'"'I'k"u"mulh"'I"l'luk'%%g'h'l'du'l"" '}?ﬁ RS SRR SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG032619\
Data File : BG040158.D

Aca On : 26 Mar 2019 22:18

Operator : JU/SJ

Sample : K2099-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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 unknownl4.95 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.95 6.49ng 182853  Acenaphthene-d10 14.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Hex-4-enamide. N.N-dimethvl 141 C8HISNO 123456-20-2 36

2 2-Propanamine. N-ethvl- 87 C5H13N 019961-27-4 32
3 3-Buten-1-amine. N-ethvIl-N-methvl- 113 C7H15N 061308-10-9 32
4 Ethanamine. N-ethvl-N-methvl- 87 C5H13N 000616-39-7 32
5 Urea, tetramethyl- 116 C5H12N20 000632-22-4 32
Abundance Scan 2019 (14.948 min): BG040158.D (-2014) (-) m/z 72.15 100.00%
r
5000 45
170
55 83 98 127 460 1480 15.00 1520
14.60 14.80 15.00 15.20
141
el ke L 3 L W ass L R 50 49,87
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19052: Hex-4-enamide, N,N-dimethy!
L2 141
5000 45 AR R AR
55 87 14.60 14.80 15.00 15.20
98 126 m/z 44.15 40.79%
27 112
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #1919: 2-Propanamine, N-ethyl-
72
44 1460 14.80 15.00 15,20
5000 m/z 170.25 27 .73%
30
15 g S8 | ?7
mz-> 20 40 60 80 100 120 140 160 180
Abundance #7021: 3-Buten-1-amine, N-ethyl-N-methyl- R e B e R
72 14.60 14.80 15.00 15.20
m/z 98.25 16.58%
44
5000
27 55
H\ M‘\ ‘w I 83 98 113
m/z--> 2|O 4|0 6|O 8|0 1CI)O 150 1£I10 1é0 1E|30 14.60 14.80 15.00 15.20

8270-BG030419.M Thu Mar 28 18:50:30 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG032619\

Data File : BG040158.D

Aca On : 26 Mar 2019 22:18

Operator : JU/SJ

a?ggle i K2099-03 MH-C05-SETTLED-1H-A
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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 Benzenebutanoic acid, 2,5-d... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.27 21.15 ng 596102 Acenaphthene-d10 14.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenebutanoic acid. 2.5-dimethyl- 192 C12H1602 001453-06-1 55
2 Ethvl 3.5-dimethviphenvlacetate 192 C12H1602 105337-18-6 46
3 o-Cvmene 134 C10H14 000527-84-4 46
4 4-Methvlbenzoic acid. proparavl ... 174 C11H1002 1000325-59-9 43
5 Benzenepropanoic acid, .beta.,.b... 178 C11H1402 001010-48-6 43
Abundance Scan 2074 (15.271 min): BG040158.D (-2065) (-) m/z 119.15 100.00%
119
5000 132 jk
i 192 15.00 15.20 15.40 15.60
41 5565 77 105
s 10 178 L | m/z 132.15 40.53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54441: Benzenebutanoic acid, 2,5-dimethyl-
119
132
5000 LRI S UL BN R
mmmmmmmm
m/z 91.15 24 . 77%

27 39
145 159 175
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54421: Ethyl 3,5-dimethylphenylacetate
119

15.00 15.20 15.40 15.60

5000 m/z 117.15 21.36%
192
29 91
15 | 4151 65 77 77103 | 133 147 164

SRS B vG uR EN t YY RS S S JANE S SRS T

miz--> 20 40 60 8 100 120 140 160 180 200
Abundance #14811: o-Cymene R REmE e

119 15.00 15.20 15.40 15.60

m/z 192.25 18.55%

5000
134
91
27 fps1 S | w8
1 1 i

m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15 20 15. 40 15. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG032619\

Data File : BG040158.D

Aca On : 26 Mar 2019 22:18

Operator : JU/SJ

a?ggle i K2099-03 MH-C05-SETTLED-1H-A
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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 Phenol, 2-(1-phenylethyl)- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.80 7.83 ng 264643 Phenanthrene-d10 17.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2-(1-phenvlethvl)- 198 C14H140 004237-44-9 93
2 Azulene. 1.4-dimethvl-7-(1-methy... 198 C15H18 000489-84-9 87
3 Naphthalene. 1.6-dimethvl-4-(1-m... 198 C15H18 000483-78-3 83
4 Phenol. 4-(1l-phenvlethvl)- 198 C14H140 001988-89-2 72
5 6-l1sopropyl-1,4-dimethylnaphthalene 198 C15H18 000489-77-0 72
Abundance Scan 2334 (16.799 min): BG040158.D (-2326) (-) m/z 183.15 100.00%
183
5000 198
165
77 91 152 0 16,60 16.80 17.00 17 20
51 63 103 120 16.40 16.60 16.80 17.00 17.20
2 e 214 m/z 198.15  43.18%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59831: Phenol, 2-(1-phenylethyl)-
3
5000 198 S EEn S R
16.40 16.60 16.80 17.00 17.20
165 m/z 165.15 29.49%
51 77 91 103 120 152
mz> % 40 60 8 100 120 140 10 10 200
Abundance #59912: Azulene, 1,4-dimethyl-7-(1-methylethyl)-
183 198
16.40 16.60 16.80 17.00 17.20
5000 m/z 184.15 13.30%
153 168
15 27 39 51 63 76 89 19p 115 128 ?11 | |
m/z--> 20 Jo eb 85 160 150 140 160 1é0 200 |
Abundance #59914: Naphthalene, 1,6-dimethyl-4-(1-methylethyl)-
183 16.40 16.60 16.80 17.00 17.20
m/z 77.15 12.63%
5000 198
5 168
Taosis % oo szl | |
s E e e e e e 2| | 150 1660 1650 17150 170
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG032619\

Data File : BG040158.D

Aca On : 26 Mar 2019 22:18

Operator : JU/SJ

a?ggle i K2099-03 MH-C05-SETTLED-1H-A
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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 6-Methyl-0-3-pyridyl dimeth... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

18.11 18.06 ng 610491 Phenanthrene-d10 17.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Methvl-0-3-pvridvl dimethvlthi... 196 C9H12N20S 1000213-54-6 56
0-T4-Cvanophenvl1-N.N-dimethvlth... 206 C10H10N20S 1000212-25-8 50
3 Ethanamine. N-methvl-N-nitroso- 88 C3H8N20 010595-95-6 27
4 Dimepheptanol 311 C21H29NO 000545-90-4 27
5 2-methylamino-1-(3,4-methylenedi... 221 C12H15N03 017762-90-2 27
Abundance Scan 2557 (18.109 min): BG040158.D (-2549) (-) m/z 88.15 100.00%

72 8
5000 K
s o 122 at 750 1800 1620 1540
107 140 165

T T A P A s - .~...1,5f3...|,.... m/z 72.15 90.83%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58631: 6-Methyl-O-3-pyridyl dimethylthiocarbamate
7’ 88
5000

17.80 18.00 18.20 18.40
196 m/z 197.15 17.44%

42 g3

A 98 108 120 140 163 181

I
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #65499: O-[4-Cyanophenyl]-N,N-dimethylthiocarbamate
n
88 N Sy,
17.80 18.00 18.20 18.40
5000 m/z 57.20 15.03%
42 206
%6 | | 102 196 134 150162173 191 |
R i B o e BB e S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1964: Ethanamine, N-methyl-N-nitroso- R B
88 17.80 18.00 18.20 18.40
m/z 73.15 14.37%
42
5000
30
‘ 56
L N —
m/z--> 20 40 60 80 100 120 140 160 180 200 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG032619\

Data File : BG040158.D

Aca On : 26 Mar 2019 22:18

Operator : JU/SJ

a?ggle i K2099-03 MH-C05-SETTLED-1H-A
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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 unknownl8.65 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
18.65 6.90 ng 233334 Phenanthrene-d10 17.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-methvlbenzoic acid 154 C8H7F02 033184-16-6 38
2 Formic acid. (2-fluorophenvlmet... 154 C8H7F02 1000368-73-6 30
3 Benzoic acid. 2.6-dihvdroxv- 154 C7H604 000303-07-1 27
4 _beta.-Resorcvlic acid 154 C7H604 000089-86-1 27
5 Phenacetin 179 C10H13NO2 000062-44-2 22
Abundance Scan 2649 (18.649 min): BG040158.D (-2645) (-) m/z 57.25 100.00%

i

5000
18.40 18.60 18.80 19.00
m/z 109.20 61.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27567: 5-Fluoro-2-methylbenzoic acid
108
136 154
5000 R e R e
83 18.40 18.60 18.80 19.00
57 m/z 41.15 53.64%
39 68 95
18 123
e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27579: Formic acid, (2-fluorophenyl)methy! ester
109 154
R Ama R
18.40 18.60 18.80 19.00
5000 m/z 85.15 52.67%
83 126
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27365: Benzoic acid, 2,6-dihydroxy- R L o B EM e et
108 136 18.40 18.60 18.80 19.00
m/z 108.15 51.50%
154
5000
80
‘\ w w‘m o T U B UV L0 Y
m/z--> 2 60 80 100 120 140 160 180 200 18.40 18. 60 18 80 19. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG032619\

Data File : BG040158.D

Aca On : 26 Mar 2019 22:18

Operator : JU/SJ

a?ggle i K2099-03 MH-C05-SETTLED-1H-A
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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 2-Mercaptobenzothiazole Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
18.74 6.21 ng 210017 Phenanthrene-d10 17.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Mercaptobenzothiazole 167 C7H5NS2 000149-30-4 96
2 Benzothiazole. 2-(2-hvdroxvethvl... 211 C9HONOS2 004665-63-8 64
3 3-Methoxvthiobenzamide 167 C8HINOS 064559-06-4 59
4 5-Fluoro-2-methvl-benzothiazole 167 C8H6FNS 000399-75-7 59
5 Thioguanine 167 C5H5N5S 000154-42-7 59
Abundance Scan 2664 (18.737 min): BG040158.D (-2658) (-) m/z 167.05 100.00%
167
5000
69 91 109123
45 57 135 149 18.40 18.60 18.80 19.00
o ot 208 233 28 | Th/z 69.15  14.23%
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #36044: 2-Mercaptobenzothiazole
167
5000 AU AR AR N

18.40 18.60 18.80 19.00
m/z 109.15 11.53%

69 109 123
o1 140

45
A R e R RERa
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #70554: Benzothiazole, 2-(2-hydroxyethylthio)-
167
AR A s
18.40 18.60 18.80 19.00
5000 m/z 91.15 11.29%
45 g9 108 136148 181 211
91 123
KT N NP S e Y N N D .
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #36187: 3-Methoxythiobenzamide  REaa e R
167 18.40 18.60 18.80 19.00
m/z 96.05 10.73%
134
5000
60
45 “ 77 91 108, 12 151
T O RO v Y S
m/z--> 40 60 80 100 120 140 160 180 200 220 240 18.40 18.60 18.80 19.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG032619\

Data File : BG040158.D

Aca On : 26 Mar 2019 22:18

Operator : JU/SJ

a?ggle i K2099-03 MH-C05-SETTLED-1H-A
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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 17 1,3-Dicyclohexylurea Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.27 7.51 ng 253831 Phenanthrene-d10 17.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Dicvclohexvlurea 224 C13H24N20 002387-23-7 94
2 Cvclohexanamine 99 C6H13N 000108-91-8 50
3 Cvclobutanone. 3.3-dimethvl- 98 C6H100 001192-33-2 37
4 2.4-Dimethvl-1-hexene 112 C8H16 016746-87-5 37
5 Cyclohexanecarboxylic acid, 2-am... 143 C7H13NO2 005691-19-0 33
Abundance Scan 2755 (19.272 min): BG040158.D (-2750) (-) m/z 56.15 100.00%
56
5000
|| | 9|9110123 1T3154167 181 195207 i 1900 10.20 19.40 1960
b Ll o0 liao12s | 1sa167181195207 | o tterqs 90 116
m/z--> 20 60 80 100 120 140 160 180 200 220
Abundance #80935: 1,3-Dicyclohexylurea
56
5000 LI BN UGN LN UL
99 - 19.00 19.20 19.40 19.60
70 143 m/z 55.25 22.08%
MH”J?me,mmmmm,
m/z--> ﬁo 40 60 80 100 120 140 160 180 200 220
Abundance #3533: Cyclohexanamine
56
10,00 19.20 19,40 19.60
5000 m/z 99.25 18.70%
43 70 99
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #3259: Cyclobutanone, 3,3-dimethyl- PP T T T T
56 19.00 19.20 19.40 19.60
a1 m/z 43.20 14 .36%
5000
70
m/z--> 20 40 60 80 100 120 140 160 180 200 220 19,00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG032619\

Data File : BG040158.D

Aca On : 26 Mar 2019 22:18

Operator : JU/SJ

a?ggle i K2099-03 MH-C05-SETTLED-1H-A
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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 unknownl19.96 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.96 33.51 ng 1297480 Chrysene-di12 21.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzeneacetamide. 3.4-dimethoxv- 195 C10H13NO3 005663-56-9 22
2 2.4-Dimethoxv-N.N-dimethvlbenzvl... 195 C11H17NO2 056129-58-9 22
4-(MethvIithio)thiobenzoic acid. ... 198 C9H100S2 1000192-53-9 12
4 Acridine. 9-phenvl- 255 C19H13N 000602-56-2 10
5 Benzoic acid, 3,4-dimethoxy-, tr... 254 C12H1804Si 002078-16-2 10
Abundance Scan 2872 (19.959 min): BG040158.D (-2864) (-) m/z 151.15 100.00%
151
255
165 195
5000
225
68 85 22 1 240 | 271287 1§Iéd I1:9|8IOI .26,0.0. '2'0|2'0' o
122136 : : : :
oL bl 99 122136 | || aw | 240 ) P 4515 97.00%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #57007: Benzeneacetamide, 3,4-dimethoxy-
151
5000 USRS B
44 195 19 60 19|80 20. 00 20'20 '
- 107 m/z 255.25 78.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #57128: 2,4-Dimethoxy-N,N-dimethylbenzylamine
151
19.60 19.80 20.00 20.20
5000 m/z 195.15 61.45%
121
195
44 58
1| 77 % 106 | 137 | 165180 |
miz--> 20 45 éo éo 160 150 150 1éo 1§0 200 220 240 2éo 2§o
Abundance #60238: 4-(Methylthio)thiobenzoic acid, S-methy! ester T e
151 19.60 19.80 20.00 20.20
m/z 165.10 54 _49%
5000
45
123 198
28 | 63 dg 93 1?8 | , 167181
m/z--> 25 45 éo éo 160 150 140 1éo 180 200 220 240 2éo 2§o 19.60 19.80 2000 20.20 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG032619\

Data File : BG040158.D

Aca On : 26 Mar 2019 22:18

Operator : JU/SJ

a?ggle i K2099-03 MH-C05-SETTLED-1H-A
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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 unknown21.19 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.19 55.75 ng 2158470 Chrysene-d12 21.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexa(methoxvmethvl)melamine 390 C15H30N606 068002-20-0 47
2 3-Amino-7-nitro-1.2.4-benzotriaz... 207 C7H5N503 1000256-54-1 22
3 Benzolhlauinoline. 2.4-dimethvl- 207 C15H13N 000605-67-4 12
4 A4-(3-Hvdroxv-2.6.6-trimethvlcvcl... 222 C14H2202 097306-57-5 11
5 2-Amino-4-hydroxy-6,8-dimethyl-7... 207 C8HAON502 025477-64-9 11
Abundance Scan 3082 (21.193 min): BG040158.D (-3076) (-) m/z 207.15 100.00%
45 207
163
267
5000
237 343
69 313 375 20.80 21.00 21.20 21.40 21.60
Ol 91100134 | 382] | | S 4SS m/z 45.15  99.79%
m/z--> 50 100 150 200 250 300 350
Abundance #207231: Hexa(methoxymethyl)melamine
45 343
267
207
5000 163 AR B AR
237 375 2080 21.00 2120 21.40 21.60
m/z 163.15 70.33%
69 \ a1
15 96 134 L |, .
m/z--> 55 100 150 200 250 360 350 '
Abundance #67061: 3-Amino-7-nitro-1,2,4-benzotriazine 1-oxide
207
20,80 21.00 21.20 21.40 21.60
5000 177 m/z 177.15 57 .60%
78
51
117 149
m,ﬂh..ux.u.,.... ————
m/z--> 50 100 150 200 250 300 350
Abundance #67018: Benzo[h]quinoline, 2,4-dimethy!- I R
207 20.80 21.00 21.20 21.40 21.60
m/z 267.20 56.45%
5000
51 76 102 139 165
m/z--> 50 100 150 2& 250 300 350 ' 2080 21.00 2120 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG032619\

Data File : BG040158.D

Aca On : 26 Mar 2019 22:18

Operator : JU/SJ

a?ggle i K2099-03 MH-C05-SETTLED-1H-A
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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 Butanoic acid, 2-(cyano)(2,... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
2140 4.97ng 192314  Chrysene-di2 21.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Butanoic acid. 2-(cvano)(2.4.6-t... 300 C17H20N203  1000267-71-7 74

2 Ethvl 4-hvdroxv-7-trifluoromethy... 285 C13H10F3NO3 000391-02-6 58
3 3-Ouinolinecarboxvlic acid. 4-hv... 285 C13H10F3NO3 023851-84-5 38

4 Silane. diphenvl(2-methoxvethoxv... 316 C18H2403Si 1000367-72-1 37
5 Heptamethyl-3-phenyl-1,4-cyclohe... 254 C19H26 122531-52-6 35
Abundance Scan 3117 (21.398 min): BG040158.D (-3111) (-) m/z 239.20 100.00%
239
5000 285
197
43 17 141
67 91 171 921 267 | 301 21.00 21.20 21.40 21.60 21.80
3 'm/z 285.25  48.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #144530: Butanoic acid, 2-(cyano)(2,4,6-trimethylphenylami...
5000 285 LI N S B N
21.00 21.20 21.40 21.60 21.80
m/z 197.20 30.26%
3p2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #131625: Ethyl 4-hydroxy-7-trifluoromethyl-3-quinolinecarb. ..
239
21.00 21.20 21.40 21.60 21.80
5000 285 m/z 240.25 20.13%
170
20 53 87 114 137 | 192211 [ 266 |
AR A R B L s L e A AARAY RaER O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #131626: 3-Quinolinecarboxylic acid, 4-hydroxy-8-(trifluor... B B o e e
239 21.00 21.20 21.40 21.60 21.80
m/z 141.15 19.62%
5000
285
170
53 87 114 144 717 1gp 220 266
R LA man L B e A AARAY RaRR O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 21.00 21.20 21.40 21.60 21.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032619\

Data File : BG040158.D

Acq On : 26 Mar 2019 22:18 Instrument :
Operator : JU/SJ BNA_G

Sample - K2099-03 ClientSampleld :
Misc - MH-C05-SETTLED-1H-A
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_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... 3.27 62.1 ng 942967 1 8.14 303444 20.0
Cyclopentanone, 2... 6.18 6.1 ng 92285 1 8.14 303444 20.0
unknown7 .66 7.66 59.0 ng 894665 1 8.14 303444 20.0
N-(1,1-Dimethyl-2. .. 8.80 13.4 ng 202766 1 8.14 303444 20.0
Hexanoic acid, 2-... 9.43 6.0 ng 91747 1 8.14 303444 20.0
Formamide, N-cycl... 11.93 6.3 ng 131422 2 10.96 418404 20.0
Cyclopropanecarbo... 12.60 7.1 ng 149415 2 10.96 418404 20.0
Hydrocinnamic acid 12.75 7.5 ng 158030 2 10.96 418404 20.0
unknownl14 .95 14.95 6.5 ng 182853 3 14.77 563582 20.0
Benzenebutanoic a... 15.27 21.1 ng 596102 3 14.77 563582 20.0
Phenol, 2-(1-phen... 16.80 7.8 ng 264643 4 17.51 676233 20.0
6-Methyl-0-3-pyri... 18.11 18.1 ng 610491 4 17.51 676233 20.0
unknownl18.65 18.65 6.9 ng 233334 4 17.51 676233 20.0
2-Mercaptobenzoth... 18.74 6-2 ng 210017 4 17.51 676233 20.0
1,3-Dicyclohexylurea 19.27 7.5 ng 253831 4 17.51 676233 20.0
unknown19.96 19.96 33.5 ng 1297480 5 21.79 774318 20.0
unknown21.19 21.19 55.8 ng 2158470 5 21.79 774318 20.0
Butanoic acid, 2-... 21.40 5.0 ng 192314 5 21.79 774318 20.0
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