LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG032619\
Data File : BG040161.D
Aca On - 27 Mar 2019 00:19 Instrument :
Operator : JU/SJ (B.‘,'I\!A_(t;S el

- _ lentosampleld :
3?22'6 - K2099-08 SHORE-RD-CLVRT-STLD-2H-B
ALS Vial : 15 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

3.198 12 19 27 rBv2 181566 416886 18.36% 2.023%
3.275 27 32 42 rVB 406509 661640 29.14% 3.211%
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371 rvVB 23535 36760 1.62% 0.178%
5.689 435 443 451 rBvV 223675 368789 16.24% 1.790%
5.760 451 455 464 rVB5 11599 23975 1.06% 0.116%
6.177 521 526 537 rVB 40040 69273 3.05% 0.336%
6.794 624 631 637 rVB3 20419 32162 1.42% 0.156%

726 rBVY 148884 281335 12.39% 1.365%
7.663 771 779 786 rBV 395630 708516 31.21% 3.438%
7.710 786 787 796 rVB3 19079 27359 1.21% 0.133%
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11 8.139 854 860 864 rBvV 176324 306754 13.51% 1.489%
12 8.462 907 915 923 rVB 513977 889243 39.17% 4_.315%
13 8.808 967 974 986 rvVB2 69717 134188 5.91% 0.651%
14 9.314 1053 1060 1067 rBV 438099 807418 35.56% 3.918%

15 9.378 1067 1071 1074 rvv2 18809 30633 1.35% 0.149%
16 9.419 1074 1078 1089 rvB2 27674 62157 2.74% 0.302%
17 9.854 1145 1152 1166 rVB3 60305 134195 5.91% 0.651%
18 10.242 1207 1218 1226 rBV6 18768 41904 1.85% 0.203%
19 10.359 1232 1238 1246 rVB2 27489 48874 2.15% 0.237%

20 10.718 1291 1299 1307 rBV3 53050 108345 4.77% 0.526%

21 10.800 1307 1313 1317 rBV3 40162 72385 3.19% 0.351%
22 10.958 1331 1340 1343 rBV 231806 436377 19.22% 2.118%
23 10.994 1343 1346 1369 rVB 360790 599556 26.41% 2.909%

24 11.252 1382 1390 1395 rBV3 24397 44121 1.94% 0.214%
25 11.311 1395 1400 1410 rVBS8 15442 35105 1.55% 0.170%
26 11.493 1424 1431 1442 rBV 18947 48180 2.12% 0.234%
27 11.622 1446 1453 1457 rVV2 27283 54073 2.38% 0.262%
28 11.675 1457 1462 1469 rVB2 21199 41373 1.82% 0.201%
29 11.922 1497 1504 1518 rVB2 48780 99444 4_.38% 0.483%
30 12.310 1562 1570 1574 rBV6 13077 26341 1.16% 0.128%
31 12.468 1591 1597 1603 rBV 26039 39848 1.76% 0.193%
32 12.597 1611 1619 1624 rBV7 14597 41439 1.83% 0.201%
33 12.668 1624 1631 1637 rVVv4 31815 64343 2.83% 0.312%

34 12.738 1637 1643 1650 rBV 69571 135370 5.96% 0.657%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG032619\
Data File : BG040161.D
Aca On - 27 Mar 2019 00:19 Instrument :
Operator : JU/SJ (B.‘,'I\!A_(t;S el

- _ lentosampleld :
3?22'6 - K2099-08 SHORE-RD-CLVRT-STLD-2H-B
ALS Vial : 15 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

35 12.926 1671 1675 1688 rBV2 18919 41502 1.83% 0.201%
36 13.385 1746 1753 1760 rBV 1155230 1839914 81.04% 8.929%
37 13.737 1807 1813 1818 rBV7 12487 28288 1.25% 0.137%
38 14.219 1888 1895 1901 rBV2 21937 55576 2.45% 0.270%
39 14.283 1903 1906 1912 rVB2 19167 26620 1.17% 0.129%
40 14.419 1924 1929 1934 rVB2 38832 55300 2.44% 0.268%
41 14.665 1967 1971 1978 rVB 17643 27824 1.23% 0.135%

42 14.765 1978 1988 1996 rBV2 354807 586692 25.84% 2.847%
43 14.953 2014 2020 2028 rVB 96377 147870 6.51% 0.718%
44 15.264 2065 2073 2085 rBVY 254850 467527 20.59% 2.269%

45 15.552 2118 2122 2129 rVB2 32023 55685 2.45% 0.270%
46 15.729 2148 2152 2161 rVB7 17961 36019 1.59% 0.175%
47 15.969 2187 2193 2197 rBV5 24015 36408 1.60% 0.177%
48 16.251 2234 2241 2248 rBVY 619867 966543 42.57% 4._.690%
49 16.316 2248 2252 2264 rVB5 27438 55104 2.43% 0.267%
50 16.445 2266 2274 2278 rBV4 20462 44370 1.95% 0.215%
51 16.527 2285 2288 2294 rVB7 16267 25934 1.14% 0.126%
52 16.798 2326 2334 2340 rBV 135066 218453 9.62% 1.060%
53 16.986 2361 2366 2370 rBV3 18815 44356 1.95% 0.215%
54 17.038 2371 2375 2382 rVB2 52074 81910 3.61% 0.397%
55 17.367 2425 2431 2436 rVB7 30477 50522 2.23% 0.245%
56 17.450 2441 2445 2450 rBV3 47406 84193 3.71% 0.409%

57 17.508 2450 2455 2462 rVB2 463026 704639 31.04% 3.419%
58 18.078 2547 2552 2554 rBV2 119453 190416 8.39% 0.924%
59 18.113 2555 2558 2572 rVB 178040 316434 13.94% 1.536%

60 18.278 2582 2586 2594 rVB2 19555 36431 1.60% 0.177%
61 18.360 2596 2600 2607 rVV3 51325 77743 3.42% 0.377%
62 18.501 2619 2624 2631 rBV5 49743 93029 4._.10% 0.451%

63 18.648 2644 2649 2655 rBV2 123059 205216 9.04% 0.996%
64 18.742 2660 2665 2675 rVB 99975 204448 9.00% 0.992%

65 18.889 2687 2690 2701 rVB 18600 38778 1.71% 0.188%
66 19.095 2721 2725 2733 rVB4 21691 35625 1.57% 0.173%
67 19.271 2751 2755 2771 rVB 149508 228248 10.05% 1.108%
68 19.747 2832 2836 2841 rBV5 13949 23744 1.05% 0.115%

69 19.958 2862 2872 2879 rBV 630301 815460 35.92% 3.957%
70 20.099 2890 2896 2903 rBV 1707931 2270440 100.00% 11.018%

71 20.381 2938 2944 2948 rBV4 24304 51386 2.26% 0.249%
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LSC Area Percent Report

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

Data File : BG040161.D

Aca On : 27 Mar 2019 00:19

Operator : Ju/SJ

3?22Ie : K2099-08 SHORE-RD-CLVRT-STLD-2H-B
ALS Vial : 15 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 20.698 2995 2998 3002 rBV3 36792 43782 1.93% 0.212%

73 21.186 3076 3081 3087 rBV 948537 1143412 50.36% 5.549%
74 21.397 3111 3117 3127 rBV5 91060 229873 10.12% 1.116%
75 21.791 3178 3184 3192 rVB 450110 777884 34.26% 3.775%

76 21.879 3194 3199 3205 rVB 55765 81495 3.59% 0.395%
77 22.649 3326 3330 3335 rvB4 20820 34212 1.51% 0.166%
78 23.265 3430 3435 3440 rBV6 18094 36583 1.61% 0.178%
79 23.465 3463 3469 3479 rBV 101881 192303 8.47% 0.933%
80 24.094 3571 3576 3587 rVB6 25160 57495 2.53% 0.279%
81 25.069 3737 3742 3746 rBV5 17350 37005 1.63% 0.180%
82 25.151 3746 3756 3766 rVvB2 250131 750436 33.05% 3.642%
83 26.238 3935 3941 3943 rBV6 13540 25536 1.12% 0.124%
Sum of corrected areas: 20607024
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG032619\

Data File : BG040161.D

Aca On : 27 Mar 2019 00:19

Operator : Ju/SJ

3?22Ie : K2099-08 SHORE-RD-CLVRT-STLD-2H-B
ALS Vial : 15 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: BG040161.D
1500000
1000000
8.46
500000 9.31

76 6.18

I

6.79

04 S— - . o A A o -
Time--> 350 4.00 450 500 550 600 650 7.00 7.50 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG040161.D
20,10
1500000
13.38
1000000 21.19
1605 19.96
500000 17.51 21.79
14.77
15.26
188654 19.27
14.95
13.74 104992 67 156575.9 %ﬁg{ 19.75| || 20.380.70
e e e e e S )

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: BG040161.D

1500000

1000000

500000

25.15
23.47
23.2]\ 24.09 25,97 26.24

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\HPCHEMI1\BNA G\DATA\BG032619\

Data File : BG040161.D

Aca On : 27 Mar 2019 00:19

Operator : Ju/SJ

3?22Ie : K2099-08 SHORE-RD-CLVRT-STLD-2H-B
ALS Vial : 15 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 2 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.27 43.14 ng 661640 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 72
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 38
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 38
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 31 (3.269 min): BG040161.D (-27) (-) m/z 73.15 100.00%
73
5000 43
55 87
371, | 49 63 3.20 3.30 3.40 3.50 3.60 3.70
et L4 L 88 e | M/Z 43,15 47.11%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000
43 3.20 3.30 3.40 3.50 3.60 3.70
55 87 m/z 55.15 33.33%
29 35 1] | 67 |
mz> %0 3 4 % 6 70 80 % 100 110 130 1%
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
7B
87

3.20 3.30 3.40 3.50 3.60 3.70
5000 55 m/z 87.15 27 .25%

d

ﬁ

‘79 .97 112 129
,,,,, R RN RREEE RS S e
m/z--> 20 50 70 80 90 100 110 120 130
Abundance #2051. 1,3-Dioxolane, 2-methyl-
73 3.203.303.403.503.603.70
m/z 41.15 14.12%
5000 43
58
|1 A .
B LI o B S B RS EEEEEEE s
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 3.203.303.403.503.60 3.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG032619\

Data File : BG040161.D

Aca On : 27 Mar 2019 00:19

Operator : Ju/SJ

3?22Ie : K2099-08 SHORE-RD-CLVRT-STLD-2H-B
ALS Vial : 15 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 3 unknown7.66 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.66 46.19 ng 708516 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 1.3-Cyclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 23
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9
Abundance Scan 778 (7.657 min): BG040161.D (-771) (-) m/z 132.15 100.00%

>

5000 68
96 Trrryrrrryrrrryrrrrr[rrrri
40 . 54 g | B gy | 103 7.40 7.60 7.80 8.00
SNBSS MR MR FPRMRIS. SRR NN T) VUSRS MNSMSIS | MM m/z 68.15 46.33%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 TIrr[rr [ rrrrprrrr|rrrt
7.40 7.60 7.80 8.00
78 m/z 134.15 33.84%
1 38 44
S i ST AU "N ) SN | M
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-

132

7.40 7.60 7.80 8.00

5000 m/z 66.15 31.74%
o 57 69
89 g7103 ‘
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine R R e
132 7.40 7.60 7.80 8.00
m/z 69.25 17 .64%
5000
33 4 o g7 105
78
LA o o A RARERREES SRS LR LS S N AN EARES S
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 : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG032619\

Data File : BG040161.D

Aca On : 27 Mar 2019 00:19

Operator : Ju/SJ

3?22Ie : K2099-08 SHORE-RD-CLVRT-STLD-2H-B
ALS Vial : 15 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 5 unknown8.81 Concentration Rank 9

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

8.81 8.75 ng 134188 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetonitrile. (dimethvlamino)- 84 C4H8N2 000926-64-7 37
2 2.2-Dimethvl-1-aza-spirol2.3Thexane 111 C7H13N 1000194-19-9 25
3 1H-Pvrazole. 1l-ethvl-3.5-dimethvl- 124 C7H12N2 017629-26-4 22
4 Cvclopentane. l-ethvl-3-methvl-.... 112 C8H16 002613-65-2 14
5 Cyclopentane, 1l-ethyl-2-methyl-,... 112 C8H16 000930-89-2 14

Abundance Scan 974 (8.808 min): BG040161.D (-967) (-) m/z 58.25 100.00%
58
5000 42
68
49| |‘ || I 110 139 840 8.60 8.80 9.00 9.20
SNMSEMEMMSEMSRI 1| W[ NS NSRS VRRMBIFE | MM NN NS A m/z 55.15 73.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #1361: Acetonitrile, (dimethylamino)-
83
42 58
5000
8.40 860 8.80 9.00 9.20
- m/z 124.25 64 .41%
L 67
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #6167: 2,2-Dimethyl-1-aza-spiro[2.3]hexane
42 96
8.40 8.60 8.80 9.00 9.20
5000 82 m/z 96.15 60.88%
27 ‘ 110
“\‘ Al \ \“H H M“ i |
HUUNRRRSURRRRA IR R MR RS ARLA AN BARAN AL RN RARAN SRR

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #10381: 1H-Pyrazole, 1-ethyl-3,5-dimethyl- e’
9% 109 8.40 8.60 8.80 9.00 9.20
124 m/z 83.15 59.73%
5000
H o
..,..‘..,....,....,....,.‘l‘..,..‘l‘.,....,‘l... T T ot
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 840 8.60 880 9.00 9.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG032619\
Data File : BG040161.D

Aca On : 27 Mar 2019 00:19

Operator : JU/SJ

Sample = K2099-08

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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 6 endo-Borneol Concentration Rank 18

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

10.72 4.97 ng 108345 Naphthalene-d8 10.96

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 endo-Borneol 154 C10H180 000507-70-0 83
2 Bicvclol2.2.1Theptan-2-ol. 1.7.7... 154 C10H180 000464-45-9 78
3 Isoborneol 154 C10H180 000124-76-5 74
4 1.4-Pentadiene. 2.3.3-trimethvl- 110 C8H14 000756-02-5 68
5 Bicyclo[3.2.1]oct-3-en-2-0one, 4-... 136 C9H120 062702-89-0 59

Abundance Scan 1299 (10.718 min): BG040161.D (-1291) (-) m/z 95.25 100.00%
95
5000
41 110
Il 5|5| | 121 139 10.40 10.60 10.80 11.00
RN N———!1 1 T .'.:.,....','...'.',-.":.. 8 e A m/z 41.15 18.94%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #26645: endo-Borneol
95
5000
10.40 10.60 10.80 11.00
110 m/z 43.15 18.35%
27 55 67 121 139
18 I I, Ly .| | 154
rerprer e e et e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #26951: Bicyclo[2.2.1]heptan-2-ol, 1,7, 7-trimethyl-, (1S-e...
95
10.40 10.60 10.80 11.00
5000 m/z 110.25 13.05%
55 110
27 67 82 121 139
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #26629: Isoborneol

95 10.40 10.60 10.80 11.00

m/z 67.15 12.31%
5000 a
55 110
121 136
15””\\ o Wl S 0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG032619\

Data File : BG040161.D

Aca On : 27 Mar 2019 00:19

Operator : Ju/SJ

3?22Ie : K2099-08 SHORE-RD-CLVRT-STLD-2H-B
ALS Vial : 15 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 Formamide, N-cyclohexyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.92 4.56 ng 99444 Naphthalene-d8 10.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Formamide. N-cvclohexvl- 127 C7H13NO 000766-93-8 64
2 Cvclohexane 84 C6H12 000110-82-7 16
3 2-Piperidinemethanol 115 C6H13NO 003433-37-2 16
4 2.3-Dimethvlcvclohexvlamine 127 C8H17N 042195-92-6 14
5 3-Piperidinone, 1l-ethyl- 127 C7H13NO 043152-93-8 14
Abundance Scan 1504 (11.922 min): BG040161.D (-1497) (-) m/z 46.15 100.00%
46
56 84
5000
67 R B VO
39| |
91 98 127 11.60 11.80 12.00 12.20
S | | P ol 1= A L B By =T T W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11824: Formamide, N-cyclohexyl-
46
84
5000 56
11.60 11.80 12.00 12.20
67 m/z 84.15 55.63%
127
SN 1 O P O
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #1459: Cyclohexane
56 84
11.60 11.80 12.00 12.20
5000 41 m/z 67.15 26.25%
69
'”I}§W“'W'“'P'”P'”I”'W'Z?P“P'“I”'W'“'P“'P'“I”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7806: 2-Piperidinemethanol
84 11.60 11.80 12.00 12.20
m/z 43.15 25.63%
5000 56
28
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11,60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG032619\
Data File : BG040161.D

Aca On : 27 Mar 2019 00:19

Operator : JU/SJ

Sample = K2099-08

Misc :

ALS Vial : 15 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 Hydrocinnamic acid Concentration Rank 11

SHORE-RD-CLVRT-STLD-2H-B

R.T. EstConc Area Relative to ISTD R.T.
12.74 6.20 ng 135370 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 C15H13N0O3 1000129-40-0 90
3 Benzenepropanoic acid. silver(l+... 256 C9H9Aa02 075112-79-7 72
4 2-Methvlbenzvl alcohol. trifluor... 218 C10H9F302 1000364-57-0 43
5 3H-2-Benzopyran-3-one, 1,4-dihydro- 148 C9H802 004385-35-7 43

Abundance Scan 1643 (12.738 min): BG040161.D (-1637) (-) m/z 91.10 100.00%
a1
5000
150
Sll of | fa11a1 12.40 12.60 12.80 13.00
e ROM R m/z 104.15  50.37%
m/z--> 50 100 150 200 250 300 350
Abundance #24397: Hydrocinnamic acid
a1
5000 150 12.40 12.60 12.80 13.00
m/z 150.15 31.97%
51
'z?h'! ﬂ?dl' ||"1?% UL UL UL UL U
m/z--> 50 100 150 200 250 300 350
Abundance #106443: 4-Nitrosophenyl-.beta.-phenylpropionate
91
12.40 12.60 12.80 13.00
5000 m/z 77.15 19.30%
150
51
L ‘,\‘.1.2“.1‘.‘....,....2,5.5...,....,..
m/z--> 50 100 150 200 250 300 350
Abundance #107853: Benzenepropanoic acid, silver(1+) salt
a1 12.40 12.60 12.80 13.00
m/z 105.15 18.43%
5000
150
51 ’ \
27| J?i\‘\ [ 131 219 257 279 365
m/z--> 50 100 150 200 250 300 350 12.40 12.60 12.80 13.00

8270-BG030419.M Thu Mar 28 18:51:53 2019 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG032619\
Data File : BG040161.D

Aca On : 27 Mar 2019 00:19

Operator : JU/SJ

Sample = K2099-08

Misc :

ALS Vial : 15 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 unknownl4.95 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.95 5.04 ng 147870 Acenaphthene-d10 14.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Imidodicarbonic acid. diethvl ester 161 C6H11NO4 019617-44-8 25
2 N.N-Diisopropvlformamide 129 C7H15NO 002700-30-3 23
3 2.7-Dioxatricvclol4.4.0.0¢(3.8)1d... 155 C8H13NO2 040076-28-6 23
4 Ethanamine. N-ethvl-N-methvl- 87 C5H13N 000616-39-7 23
5 D-(-)-Norvaline 117 C5H11NO2 002013-12-9 12
Abundance Scan 2019 (14.947 min): BG040161.D (-2014) (-) m/z 72.15 100.00%
70
5000 45
98 170 — T T
55 8|£|; | 13 17 . 14.60 14.80 15.00 15.20
el Gl b L I8 L 8L L Tn/z 45.20  49.83%
m/z--> 20 40 60 80 100 120 140 160
Abundance #31680: Imidodicarbonic acid, diethyl ester
45
133
5000 ULUUNA BN SN SUNRE
88 14.60 14.80 15.00 15.20
116 m/z 44.10 42 _.17%
59 0 97 106 " 146 161
m/z--> 20 40 60 80 100 120 140 160
Abundance #12954: N,N-Diisopropylformamide
°
14.60 14.80 15.00 1520
5000 44 m/z 170.15 22 .39%
7 58 86 114 129
A N W
m/z--> 20 40 60 80 100 120 140 160
Abundance #28088: 2,7-Dioxatricyclo[4.4.0.0(3,8)]decan-4-amine, ster... R ma e T
72 14.60 14.80 15.00 15.20
m/z 98.25 18.79%
5000 43
83
29 Sf ‘ 112 155
Al ol 94108 | 126138 T
m/z--> 20 40 60 80 100 120 140 160 14.60 14.80 15.00 15.20

8270-BG030419.M Thu Mar 28 18:51:55 2019

SHORE-RD-CLVRT-STLD-2H-B

Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG032619\

Data File : BG040161.D

Aca On : 27 Mar 2019 00:19

Operator : Ju/SJ

3?22Ie : K2099-08 SHORE-RD-CLVRT-STLD-2H-B
ALS Vial : 15 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 7-Methoxymethyl-2,7-dimethy... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.26 15.94 ng 467527 Acenaphthene-d10 14.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Methoxymethvl-2.7-dimethvlcvcl... 164 C11H160 073992-48-0 86
2 Benzenebutanoic acid. 2.5-dimethvl- 192 C12H1602 001453-06-1 49
3 3.4-Dimethvlbenzvl isothiocvanate 177 C1OH11INS 206559-59-3 45
4 Benzene. 1-methvl-3-(l-methvleth... 134 C10H14 000535-77-3 43
5 1-(2-Methoxy-1-methylethyl)-2-me... 164 C11H160 1000210-02-1 43
Abundance Scan 2072 (15.259 min): BG040161.D (-2065) (-) m/z 119.15 100.00%

119
5000 132
91

192 B o o B
15. OO 15 20 15. 40 15. 60

41 65 77 103
53 145
ol M 189 178 | 207 "m/z 132.15  40.52%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #33693: 7-Methoxymethyl-2, 7-dimethylcyclohepta-1,3,5-triene
119
5000 \ LRI LI L L L LB B L L B BB
91 15.00 15.20 15.40 15.60

‘ m/z 91.15 27 .54%
n

7 132
65 103
,....,....UJ..%,L' P | N 1
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #54441: Benzenebutanoic acid, 2,5-dimethyl-
1]9132

15.00 15.20 15.40 15.60

5000 102 m/z 117.15 23.20%
27 39 51 65 77 a1 105
0ol SN Y Y- .
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #43211: 3,4-Dimethylbenzyl isothiocyanate EEEEEmEEEaER TS S
119 15. OO 15. 20 15. 40 15. 60

m/z 192.25 19.31%

5000
91
39 51 77 177
4 15 27 77 %0 65 | 103 ) 130 145 162 |

m/z--> 0 20 40 60 80 100 120 140 160 180 200 15.00 15 20 15. 40 15. 60

8270-BG030419.M Thu Mar 28 18:51:55 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG032619\

Data File : BG040161.D

Aca On : 27 Mar 2019 00:19

Operator : Ju/SJ

3?22Ie : K2099-08 SHORE-RD-CLVRT-STLD-2H-B
ALS Vial : 15 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 unknownl18.08 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
18.08 5.40 ng 190416 Phenanthrene-d10 17.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Cvclohexene-1-methanol. .alpha... 140 C9H160 055511-67-6 35
2 Bicvclol2.2.2loctane. 1-chloro-4... 158 C9H15ClI 007697-06-5 27
3 3-Ethvlidenecvcloheptene 122 C9H14 1000211-16-7 22
4 p-Menth-2-en-7-ol. cis- 154 C10H180 019898-86-3 22
5 2-Pyridinamine, 4,6-dimethyl- 122 C7H10N2 005407-87-4 18
Abundance Scan 2552 (18.078 min): BG040161.D (-2547) (-) m/z 57.20 100.00%
5000
18310r 207 17.80 18.00 18.20 18.40
195207 221 m/z 127.25 65.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #18796: 3-Cyclohexene-1-methanol, .alpha.,4-dimethyl-
9B
5000 122
107 17.80 18.00 18.20 18.40
45 67 79 140 m/z 122.20 65.82%
27 6
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #30172: Bicyclo[2.2.2]octane, 1-chloro-4-methyl-
39 9B 122
27 29 17.80 18.00 18.20 18.40
5000 53 m/z 93.20 51.11%
67 107
Ll
‘ |.‘...“l‘..w.|”‘.H”.“.‘l‘.l‘ ‘ |-=--|----1-3---‘---- e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10029: 3-Ethylidenecycloheptene
79 9B 17.80 18.00 18.20 18.40
m/z 81.15 48.03%
122
107
5000 39
27
|N‘ m‘dﬂ w“‘,ﬂu.ﬂ”........” S o] | i W
m/z--> 20 40 60 100 120 140 160 180 200 220 17.80 18.00 18.20 18.40

8270-BG030419.M Thu Mar 28 18:51:56 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG032619\

Data File : BG040161.D

Aca On : 27 Mar 2019 00:19

Operator : Ju/SJ

3?22Ie : K2099-08 SHORE-RD-CLVRT-STLD-2H-B
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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 6-Methyl-0-3-pyridyl dimeth... Concentration Rank 8

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

18.11 8.98 ng 316434 Phenanthrene-d10 17.51

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Methvl-0-3-pvridvl dimethylthi... 196 C9H12N20S 1000213-54-6 78
2 Carbonimidodithioic acid. methvl... 135 C4H9NS2 018805-25-9 32
3 Thiazolidine-2-carboxvlic acid. ... 247 C10H21NO2SSi 1000364-30-5 23
4 Benzeneacetamide. N.N-dimethvl- 163 C10H13NO 018925-69-4 17
5 Heptanoic acid, 2,4-dimethyl-, m... 172 C10H2002 018450-78-7 17

Abundance Scan 2557 (18.108 min): BG040161.D (-2555) (-) m/z 88.15 100.00%
72 88
5000
@ 5 197 o e 120
125
e b 112380 149 168 L 213 | "m/z 72.15  92.05%
m/z--> 20 40 80 100 120 140 160 180 200 220 240
Abundance #58631: 6-Methyl-O-3-pyridyl dimethylthiocarbamate
7’ 88
5000 LA L L L L L L BB LB |
17.80 18.00 18.20 18.40
4 196 m/z 197.15 16.74%
6 | | 106120 140 163 181
A T T T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #15400: Carbonimidodithioic acid, methyl-, dimethyl ester
88
17.80 18.00 18.20 18.40
5000 m/z 73.15 15.18%
45 73
SN2 |00 O O AN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #99445: Thiazolidine-2-carboxylic acid, tert-butyldimethyl...
88 17.80 18.00 18.20 18.40
m/z 42.15 9.26%
5000
75 190
45 61 103
15 28 72 7 , | 116130144 162176 232 247
e B e e e R ARR R R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 17.80 18.00 18.20 18.40

8270-BG030419.M Thu Mar 28 18:51:56 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG032619\
Data File : BG040161.D

Aca On : 27 Mar 2019 00:19

Operator : JU/SJ

Sample = K2099-08

Misc :

ALS Vial : 15 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 unknownl8.65 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

18.65 5.82ng 205216  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 Cvclohexanecarboxvlic acid. 4-(1... 268 C16H2803 017904-29-9 35
3 Formic acid. (2-fluorophenvlmet... 154 C8H7F02
4 Bicvclol2.2.1Theptane-2-carboxal... 138 C9H140

5 Bicyclo[3.2.1]octan-8-0l, 1,5-di... 154 C10H180

015780-36-6 15
060329-20-6 14

1000368-73-6 22

Abundance Scan 2649 (18.648 min): BG040161.D (-2644) (-) m/z 57.25 100.00%
57
109
41 85
5000 136 154
12 N AL AL I e e e e R
8 . 19 197 L4 18.40 18.60 18.80 19.00
it SIS m/z 109.20 70.48%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27567: 5-Fluoro-2-methylbenzoic acid
108
136 154
5000
83 18.40 18.60 18.80 19.00
57 m/z 41.15 57.81%
39 68 95
18 123
R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #117372: Cyclohexanecarboxylic acid, 4-(1,5-dimethyl-3-oxo...
57 108
A Ama R
85 18.40 18.60 18.80 19.00
5000 4l 127 m/z 108.20 57.61%
9 168
151 179 211
SN 0 T e PP S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27579: Formic acid, (2-fluorophenyl)methy! ester
109 154 18.40 18.60 18.80 19.00
m/z 85.15 55.99%
5000
83 126
57 97 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 18.40 18.60 18.80 19.00

8270-BG030419.M Thu Mar 28 18:51:57 2019

SHORE-RD-CLVRT-STLD-2H-B
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG032619\
Data File : BG040161.D

Aca On : 27 Mar 2019 00:19

Operator : JU/SJ

Sample = K2099-08

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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 15 2-Mercaptobenzothiazole Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
18.74 5.80 ng 204448 Phenanthrene-d10 17.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Mercaptobenzothiazole 167 C7H5NS2 000149-30-4 94
2 Benzothiazole. 2-(2-hvdroxvethvl... 211 C9HONOS2 004665-63-8 83
3 3-Aminothiophenol. N.N.S-trimethvl- 167 C9H13NS 1000353-08-1 64
4 Thioquanine 167 C5H5N5S 000154-42-7 59
5 1,3-Benzodioxole, 5-nitro- 167 C7H5NO4 002620-44-2 52

Abundance Scan 2665 (18.742 min): BG040161.D (-2660) (-) m/z 167.05 100.00%
167
5000
69 91 109123 o USRI B '
45 140 18.40 18.60 18.80 19.00
187 206221 281 m/z 109.15  14.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #36043: 2-Mercaptobenzothiazole
167
5000 DAL AR AR
18.40 18.60 18.80 19.00
m/z 108.15 13.37%
a5 00 1T9123 140
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #70554: Benzothiazole, 2-(2-hydroxyethylthio)-
167
18.40 18.60 18.80 19.00
5000 m/z 69.15 13.36%
45 69 108 __ 136 181 211
,,‘,“‘,%1,1,22“,51,””95‘ S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #36288: 3-Aminothiophenol, N,N,S-trimethyl- L B e
167 18.40 18.60 18.80 19.00
m/z 168.05 13.07%
5000
134 151
108
77 9
I:II'ISI””‘:?HI??I”MI\”\”Ih‘\ MH\I ‘h ..“l. ”\” R e o AL
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.40 18.60 18.80 19.00

8270-BG030419.M Thu Mar 28 18:51:57 2019

SHORE-RD-CLVRT-STLD-2H-B

Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG032619\

Data File : BG040161.D

Aca On : 27 Mar 2019 00:19

Operator : Ju/SJ

3?22Ie : K2099-08 SHORE-RD-CLVRT-STLD-2H-B
ALS Vial : 15 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 1,3-Dicyclohexylurea Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.27 6.48 ng 228248 Phenanthrene-d10 17.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Dicvclohexvlurea 224 C13H24N20 002387-23-7 95
2 Cvclohexanamine 99 C6H13N 000108-91-8 50
3 4-Ethvl-4-methvl-5-methvlene-I1l.... 142 C7H1003 080956-52-1 46
4 1-Pentene. 2.4-dimethvl- 98 C7H14 002213-32-3 37
5 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 25
Abundance Scan 2755 (19.271 min): BG040161.D (-2751) (-) m/z 56.15 100.00%
5000
143 224 AR AN SN S
19.00 19.20 19.40 19.60
163 181197 m/z 61.15 21.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #80938: 1,3-Dicyclohexylurea
96
5000 SRR SR SN L
99 224 19.00 19.20 19.40 19.60
41 0 143 m/z 55.15 20.07%
2 5 126 167181195209
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3533: Cyclohexanamine
56
10.00 19.20 19.40 19.60
5000 m/z 99.15 19.16%
99
70
"ﬁf?N“'H”'W”'“”'W“'W“'W“"“"”"”"”'W“'W“
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19517: 4-Ethyl-4-methyl-5-methylene-[1,3]dioxolan-2-one R A B
56 19.00 19.20 19.40 19.60
m/z 224.25 14.73%
5000
A 7? . 98113 142
m/z--> 20 40 éo 80 100 120 140 160 180 200 220 240 260 280 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG032619\

Data File : BG040161.D

Aca On : 27 Mar 2019 00:19

Operator : Ju/SJ

3?22Ie : K2099-08 SHORE-RD-CLVRT-STLD-2H-B
ALS Vial : 15 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 unknownl19.96 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.96 20.97 ng 815460 Chrysene-di12 21.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4-Dimethoxv-N.N-dimethvlbenzvl... 195 C11H17NO2 056129-58-9 22
2 Carbonic acid. monoamide. N-(2.4... 255 C12H17NO5 1000340-01-9 11
3 Benzene. l-methoxv-4-I2-(4-nitro... 255 C15H13N0O3 004648-33-3 10
4 _alpha.-Amino-3"-hvdroxv-4"-meth... 181 C9H11NO3 090765-44-9 10
5 3,4-Dimethoxy-dl-phenylalanine 225 C11H15NO04 033522-62-2 10
Abundance Scan 2872 (19.958 min): BG040161.D (-2862) (-) m/z 151.15 100.00%
131 255
195
165
5000
225
181 NN UL SRR I
68 85 o9 122136 | 211 | 240 | 271287 19.60 19.80 20.00 20.20
RV AR T AR Ml NN MR Wil MR SR m/z 45.15 97 .35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #57128: 2,4-Dimethoxy-N,N-dimethylbenzylamine
1%1
5000 NN UL SRR
121 105 19.60 19.80 20.00 20.20
m/z 255.25 80.24%
44 58 91

[ iA0e | 137 | 165180

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106230: Carbonic acid, monoamide, N-(2,4-dimethoxyphenyl)...
255

19.60 19.80 20.00 20.20

5000 m/z 195.15 64.86%
59 138, .2 179
31 45 ‘ 79 93 107122 ‘k | | L 197 24
L o o o o o o e o R e R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106461: Benzene, 1-methoxy-4-[2-(4-nitrophenyl)ethenyl]-,... B e R e o
255 19.60 19.80 20.00 20.20

m/z 165.10 54 .52%

5000 165

30 5165 89 115 139 1y91?42?92%5240

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19.60 19.80 20.00 20.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG032619\

Data File : BG040161.D

Aca On : 27 Mar 2019 00:19

Operator : Ju/SJ

3?22Ie : K2099-08 SHORE-RD-CLVRT-STLD-2H-B
ALS Vial : 15 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 unknown21.19 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.19 29.40 ng 1143410 Chrysene-di12 21.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexa(methoxvmethvI)melamine 390 C15H30N606 068002-20-0 47
2 3-Amino-7-nitro-1.2.4-benzotriaz... 207 C7H5N503 1000256-54-1 22
4-(3-Hvdroxv-2.6.6-trimethvlcvcl... 222 C14H2202 097306-57-5 11
4 2-Amino-4-hvdroxv-6.8-dimethvl-7... 207 C8H9N502 025477-64-9 11
5 2-Ethylacridine 207 C15H13N 055751-83-2 10
Abundance Scan 3082 (21.192 min): BG040161.D (-3076) (-) m/z 207.15 100.00%
45 207
163
267
5000 . 213
69 313 375 20.80 21.00 21.20 21.40 21.60
ol 1110134 ) 482) | l s L Cr 1S 7 45.15  97.39%
m/z--> 50 100 150 200 250 300 350
Abundance #207231: Hexa(methoxymethyl)melamine
45 343
267
207
5000 163 AR ISR B
237 375 20.80 21.00 21.20 21.40 21.60
m/z 163.15 72.20%
69 \ a1
15 96 134 w | .
m/z--> 5|0 l(I)O 150 2CI)O 5 3(I)O 35|O I
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 267.15 59.50%
78
51
i l]‘.7 14‘19
m/z--> 50 IlOOI B IZI.SIOI - I2CI)OI B I25|OI B I300I B I35|OI ]
Abundance #79247: 4-(3-Hydroxy-2,6,6-trimethylcyclohex-1-enyl)pent-3... T
43 123 207 20.80 21.00 21.20 21.40 21.60
m/z 177.15 56.69%
148
5000
69 91
m/z--> 50 100 150 200 250 300 350 20.80 21.00 21. 20 21.40 21. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG032619\

Data File : BG040161.D

Aca On : 27 Mar 2019 00:19

Operator : Ju/SJ

3?22Ie : K2099-08 SHORE-RD-CLVRT-STLD-2H-B
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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 19 Dehydroabietic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
21.40 5.91 ng 229873 Chrysene-di12 21.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dehvdroabietic acid 300 C20H2802 001740-19-8 94
2 1-Phenanthrenecarboxvlic acid. 1... 300 C20H2802 005155-70-4 90
3 Ethvl 4-hvdroxv-7-trifluoromethy... 285 C13H10F3NO3 000391-02-6 47
4-T4-Cvanothiophenoxvlbenzaldehvde 239 C14H9NOS 1000212-26-1 42
5 Imidazolo[2,1-b]Jthiazole, 5-(3-i1... 239 C13H9N3S 327097-37-0 38
Abundance Scan 3117 (21.397 min): BG040161.D (-3111) (-) m/z 239.25 100.00%
239
55 285
5000 83 197
11 141 300
4 1 157 17 213 254269 | 21.00 21.20 21.40 21.60 21.80
RN TP s AUIARIE AR m/z 285.20 59.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #144996: Dehydroabietic acid
239 285
5000
197 21.00 21.20 21.40 21.60 21.80
300 m/z 55.15 56.97%
43 117
.1.?....,'l...'.,.e.g..,.%.l.,...'.J ||I| ||| g ..ulfﬁ}”J.. .2.:!'.2 ””|“?|57”” ol
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #145029: 1-Phenanthrenecarboxylic acid, 1,2,3,4,4a,9,10,10...
285
239 AL BRI BRI BURIURE B
21.00 21.20 21.40 21.60 21.80
5000 m/z 43.15 48.92%
197 300
27 ‘\1\\3 69 91 1:!-\5 Ly, ]ngu 1 1 ‘ 213 \‘ 255 \‘ 1
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240 260 280 300
Abundance #131625: Ethyl 4-hydroxy-7-trifluoromethyl-3-quinolinecarb... A EEEE EEE s S
239 21.00 21.20 21.40 21.60 21.80
m/z 57.20 41.43%
5000 285
29 53 60 87 114 137152 | 185 211 H 266 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 21.00 21.20 21,40 21.60 21.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG032619\

Data File : BG040161.D

Aca On : 27 Mar 2019 00:19

Operator : Ju/SJ

3?22Ie : K2099-08 SHORE-RD-CLVRT-STLD-2H-B
ALS Vial : 15 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 Supraene Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
23.47 4.94 ng 192303 Chrysene-di12 21.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 Saualene 410 C30H50 000111-02-4 91
3 2.6.10.14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 72
4 5,9.13-Pentadecatrien-2-one. 6.1... 262 C18H300 001117-52-8 64
5 2,6-Octadiene, 2,6-dimethyl- 138 C10H18 002792-39-4 53
Abundance Scan 3470 (23.471 min): BG040161.D (-3463) (-) m/z 69.20 100.00%
69
5000
41 o
137 23.20 23.40 23.60 23.80
161
b b g (SO, 205231 267 SHL 429 | n757781.15  49.46%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
5000 AU A DA AR AR
23.20 23.40 23.60 23.80
41 m/z 41.15 23.58%
L ﬂ 16 j 163 191 217 245 273 299 341367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69
23,20 23.40 23.60 23.80
5000l 4L m/z 95.15 13.21%
9% 137
TPy y 1 161 101 217 273 299 341367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #171136: 2,6,10,14-Hexadecatetraenoic acid, 3,7,11,15-tetr...
69 23.20 23.40 23.60 23.80
m/z 68.15 13.01%
5000
41
136

L 11ﬂ‘l 161, 189 215036 263287 332

m/z--> 50 100 150 200 250 300 350 400 23.20 23.40 23.60 23.80

8270-BG030419.M Thu Mar 28 18:52:00 2019 Page: 21



Tentatively ldentified Compound (LSC) summary

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

Data File : BG040161.D

Acq On : 27 Mar 2019 00:19 Instrument :

Operator : JU/SJ BNA_G

Sample - K2099-08 ClientSampleld :

Misc - SHORE-RD-CLVRT-STLD-2H-B
ALS Vial : 15 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 43.1 ng 661640 1 8.14 306754 20.0
unknown7 .66 7.66 46.2 ng 708516 1 8.14 306754 20.0
unknown8.81 8.81 8.8 ng 134188 1 8.14 306754 20.0
endo-Borneol 10.72 5.0 ng 108345 2 10.96 436377 20.0
Formamide, N-cycl... 11.92 4.6 ng 99444 2 10.96 436377 20.0
Hydrocinnamic acid 12.74 6.2 ng 135370 2 10.96 436377 20.0
unknownl14 .95 14.95 5.0 ng 147870 3 14.77 586692 20.0
7-Methoxymethyl-2_.. 15.26 15.9 ng 467527 3 14.77 586692 20.0
unknown18.08 18.08 5.4 ng 190416 4 17.51 704639 20.0
6-Methyl-0-3-pyri... 18.11 9.0 ng 316434 4 17.51 704639 20.0
unknown18.65 18.65 5.8 ng 205216 4 17.51 704639 20.0
2-Mercaptobenzoth... 18.74 5.8 ng 204448 4 17.51 704639 20.0
1,3-Dicyclohexylurea 19.27 6.5 ng 228248 4 17.51 704639 20.0
unknown19 .96 19.96 21.0 ng 815460 5 21.79 777884 20.0
unknown21.19 21.19 29.4 ng 1143410 5 21.79 777884 20.0
Dehydroabietic acid 21.40 5.9 ng 229873 5 21.79 777884 20.0
Supraene 23.47 4.9 ng 192303 5 21.79 777884 20.0
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