LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG032818\
Data File : BG033391.D

Aca On : 28 Mar 2018 18:21

Operator : SJ/JU

Sample : J2072-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Method = Z:\HPCHEM1I\BNA G\METHODS\8270-BG031918.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY heiaht area % max. total

1 4.293 162 171 189 rBvV 492759 1117276 1.79% 0.399%
2 4 _.558 199 216 221 rBV 3370492 15070114 24.20% 5.387%
3 4.623 223 227 229 rBV3 864542 1527510 2.45% 0.546%
4 6.127 475 483 488 rBV 11945057 27919141 44.83% 9.980%
5 6.961 614 625 643 rBV2 2302937 10101348 16.22% 3.611%
6 7.219 643 669 690 rVB2 11443446 62276431 100.00% 22.262%
7 7.449 702 708 711 rBV 424050 747861 1.20% 0.267%
8 7.502 711 717 733 rVV 3052289 6483547 10.41% 2.318%
9 7.637 733 740 749 rVV 2328642 4161692 6.68% 1.488%
10 7.737 749 757 769 rVB 3973735 7141552 11.47% 2.553%

11 8.330 855 858 864 rBvV 448772 823189 1.32% 0.294%
12 8.583 895 901 913 rBV3 227164 676597 1.09% 0.242%
13 8.841 941 945 972 rVB2 671720 2377801 3.82% 0.850%
14 9.217 1003 1009 1021 rVB 615239 1187543 1.91% 0.425%
15 9.388 1021 1038 1060 rBV 6582197 27235142 43.73% 9.736%

16 9.717 1084 1094 1110 rVV 1086248 3457829 5.55% 1.236%
17 9.981 1129 1139 1145 rBV2 3789155 10513962 16.88% 3.758%
18 10.445 1209 1218 1228 rVV3 2154515 8409741 13.50% 3.006%
19 10.539 1228 1234 1249 rVV 2100486 5109401 8.20% 1.826%
20 10.674 1251 1257 1270 rVB2 261508 720288 1.16% 0.257%

21 10.833 1276 1284 1290 rVB 832535 1626446 2.61% 0.581%
22 11.074 1320 1325 1353 rVB3 787347 3408519 5.47% 1.218%
23 11.356 1367 1373 1381 rBV3 336724 1059761 1.70% 0.379%
24 11.491 1392 1396 1401 rBV 618326 1279185 2.05% 0.457%
25 11.932 1466 1471 1493 rVB 1331482 3537581 5.68% 1.265%

26 12.243 1517 1524 1533 rVB3 527776 1275806 2.05% 0.456%
27 12.525 1566 1572 1576 rVV 1035098 1790804 2.88% 0.640%
28 12.590 1576 1583 1590 rVV 4112430 7586228 12.18% 2.712%
29 12.690 1590 1600 1622 rVB 4546719 13417772 21.55% 4.797%
30 13.442 1722 1728 1733 rBV 993771 1816167 2.92% 0.649%

31 13.794 1773 1788 1796 rVB 5415611 18497840 29.70% 6.613%
32 14.053 1826 1832 1835 rBV2 341005 623637 1.00% 0.223%
33 14.129 1839 1845 1855 rVB 1372610 2256981 3.62% 0.807%
34 14.458 1891 1901 1918 rVB4 502064 2215569 3.56% 0.792%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG032818\
Data File : BG033391.D

Aca On : 28 Mar 2018 18:21

Operator : SJ/JU

Sample : J2072-03

Misc :

ALS Vial : 6 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:\HPCHEM1\BNA G\METHODS\8270-BG031918.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.699 1937 1942 1956 rVB 384124 796766 1.28% 0.285%

36 14.905 1969 1977 1985 rVB2 352049 665245 1.07% 0.238%
37 15.492 2071 2077 2081 rBV2 384888 654483 1.05% 0.234%
38 17.084 2342 2348 2354 rBV3 454440 781235 1.25% 0.279%
39 17.255 2370 2377 2381 rBV 710320 1205459 1.94% 0.431%
40 17.308 2381 2386 2393 rvv4 595983 1298267 2.08% 0.464%

41 17.372 2393 2397 2402 rVB 596522 818269 1.31% 0.293%
42 17.578 2426 2432 2438 rVB4 462969 851952 1.37% 0.305%
43 17.637 2438 2442 2446 rBVY 548523 837108 1.34% 0.299%
44 17.713 2451 2455 2468 rVB2 404376 777782 1.25% 0.278%
45 17.872 2474 2482 2489 rBV2 705562 1626629 2.61% 0.581%

46 18.212 2535 2540 2547 rVB 491170 797186 1.28% 0.285%
47 20.733 2963 2969 2978 rBV 2068101 2757689 4._.43% 0.986%
48 22.560 3274 3280 3287 rVB2 525762 993051 1.59% 0.355%
49 24.517 3605 3613 3623 rBv4 504028 1422259 2.28% 0.508%
50 24.623 3623 3631 3643 rVV5 273882 1163469 1.87% 0.416%

51 26.326 3909 3921 3932 rBV2 285263 958602 1.54% 0.343%
52 27.725 4146 4159 4175 rBV6 554648 3115491 5.00% 1.114%
53 27.878 4177 4185 4193 rBV4 215814 768980 1.23% 0.275%

Sum of corrected areas: 279740183
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG032818\
Data File : BG033391.D

Aca On : 28 Mar 2018 18:21

Operator : SJ/JU

Sample = J2072-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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: BG033391.D

2e+07

1.5e+07 6.13

7.22
1le+07
9.39

5000000 .74 9.98 13269
. 7

6.9 , 100154
11.93 35 42
. . .84 9.2 : 83.07,1349
429 7 83% 58 N N

Time--> 3.50 4.00 450 5.00 550 6.00 6.50 7.00 750 8.00 8.50 9.00 950 1000 1050 1100 11.50 1200 1250
Abundance TIC: BG033391.D

O

2e+07

1.5e+07

1e+07

13.79
5000000

14.13 20.73
14.05 14.461.70.90 17 OB 23171 8718.21
04

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG033391.D

15.49 22.56

2e+07

1.5e+07

1e+07

5000000

22@\%2 26.33 2711288

R e e R R R R s e A

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:\HPCHEM1\BNA G\DATA\BG032818\
Data File : BG033391.D

Aca On : 28 Mar 2018 18:21

Operator : SJ/JU

Sample = J2072-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 1-Propanol, 2-amino-2-methyl- Concentration Rank 5

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

4.56 126.76 ng 15070100 1,4-Dichlorobenzene-d4 8.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Propanol. 2-amino-2-methvl- 89 C4H11NO 000124-68-5 78
2 2-Propanamine. 2-methvl- 73 C4H11N 000075-64-9 64
3 L-Alanine. N-methvl- 103 C4H9NO2 003913-67-5 43
4 S-T2-IN.N-DimethvlaminolethvlImo... 261 C10H19N303S 1000212-14-3 40
5 R(-)-2-Amino-1-butanol 89 C4H11NO 005856-63-3 39

Abundance Scan 216 (4.558 min): BG033391.D (-199) (-) m/z 58.05 100.00%
58
5000 //\J////////ﬂgn
T a0 4w a0 apo
74 - : - -
omﬁﬁi,utm—m,...'.,.8.8..,....,....,....,....,....,2197.. m/z 41.00 20.18%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2218: 1-Propanol, 2-amino-2-methyl-
58
5000 S P R R
420 4.40 4.60 4.80
18, 4 m/z 42.00 17.86%
0...‘.‘|.‘W‘..‘lh‘...l”lu.ﬁ7“.1|.8(.3..|....|....|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
58
420 440 460 480
5000 m/z 56.00 14.97%
41
18
30 20
G S U U I W WL B L LI WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4551: L-Alanine, N-methyl- e BRAEEmEEEE T
58 420 4.40 4.60 4.80
m/z 57.00 7.71%
5000
42
0 \‘H\ il 70 88 103 AN
miz--> 20 40 60 80 100 120 140 160 180 200 420 440 460 480
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG032818\
Data File : BG033391.D

Aca On : 28 Mar 2018 18:21

Operator : SJ/JU

Sample = J2072-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 unknown6.13 Concentration Rank 3

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

6.13 234.83 ng 27919100 1,4-Dichlorobenzene-d4 8.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.3-Dimethvlperhvdro-1.3-oxazine 115 C6H13NO 031951-99-2 47
2 Urea. N.N-diethvl-N"-methvl-N"-n... 159 C6H13N302 050285-72-8 38
3 1.3.5-Triazine-2(1H)-thione. tet... 230 C9H18N40S 1000320-06-8 35
4 N-(2-Morpholinoethvl)benzamide 234 C13H18N202 004476-13-5 27
5 2-Butanamine, N,N-dimethyl- 101 C6H15N 000921-04-0 27

Abundance Scan 484 (6.133 min): BG033391.D (-475) (-) m/z 72.10 100.00%
7 100
42
co00 . U//
56 115 IR AR RS LRSS
150 178 5.80 6.00 6.20 6.40
o} m/z 100.05 90.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #7862: 2,3-Dimethylperhydro-1,3-oxazine
100
42 72
5000 57 AR SARSERAEE LRRSEE
5.80 6.00 6.20 6.40
115 m/z 70.05 87 .54%
15 27 ‘ 85
0 ..‘.|.‘l”..‘|‘.‘...‘,..“.‘.,.“...‘...H.l....|....,....,....,....,....,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
72 100
580 6.00 6.0 640
5000 44 m/z 42.00 46.33%
! | 4//1/\/\/
87 159
e R R U S S B SN LA RN RN SRR SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #86450: 1,3,5-Triazine-2(1H)-thione, tetrahydro-5-[2-(4-mo... R RREREE R o
100 5.80 6.00 6.20 6.40
m/z 85.10 37.39%
42
5000
56
o Ly H 87 | M3 135 155 183 200212 230
m/z--> 20 40 60 80 100 120 140 160 180 200 220 580 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG032818\
Data File : BG033391.D

Aca On : 28 Mar 2018 18:21

Operator : SJ/JU

Sample = J2072-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 unknown6.96 Concentration Rank 7

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

6.96 84 .96 ng 10101300 1,4-Dichlorobenzene-d4 8.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ether. 1-butvlvinvl methvl 114 C7H140 016519-66-7 43
2 2.5-Piperazinedione 114 C4H6N202 000106-57-0 35
3 1-Methvl-pvrrolidine-2-carboxvli... 129 C6H11NO2 1000190-02-3 27
4 3-Penten-2-one. 4-amino- 99 C5H9NO 001118-66-7 27
5 2,4-1Imidazolidinedione, 1-methyl- 114 C4H6N202 000616-04-6 25

Abundance Scan 625 (6.961 min): BG033391.D (-614) (- m/z 114.00 100.00%
84 114
72
5000 42
58 98
6.60 6.80 7.00 7.20
0.,....,..3.6.|,| .5.2:|!'|';.‘?“?::'n...,:'.'..,....||....,.'..,..1.2‘?,.... m/z 84.00  79.15%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7574: Ether, 1-butyivinyl methyl
72
42
5000 A AN S L B
6.60 6.80 7.00 7.20
55 m/z 72.10 69.63%
85
0 N A Y-S
O'I'”'I”"P"W"”I'”'I"'P"W"”I'”' RS SRS SR
m/z--> 20 30 60 70 80 90 100 110 120 130
Abundance
114
6.60 680 7.00 7.20
5000 43 & m/z  42.00 38.69%
o 35 50 % 63 80% 95 105 120
UUNBIUUNMRS UL UL UL UL IS SRS S B SRR B
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12883: 1-Methyl-pyrrolidine-2-carboxylic acid
84 6.60 6.80 7.00 7.20
m/z 43.00 35.00%
5000
42
0 2\7 L \5\7 7\0 11 102 129
m/z--> 20 30 4'0 50 60 70 80 90 100 110 120 130 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG032818\
Data File : BG033391.D

Aca On : 28 Mar 2018 18:21

Operator : SJ/JU

Sample = J2072-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 unknown7.22 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

722 s23.82n9 62276400  1,4-Dichlorobenzene-d4 8.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

"1 1-Propanol. 2-(dimethvlamino)-2-... 117 CGHISNO 007005-47-2 47

2 o-(n-Decvl) S-(2-diethvlaminoeth... 351 C17H38NO2PS 1000273-61-5 40
3 o0-(2-Methvilpentvl) S-(2-diethvla... 309 C14H32NO2PS 1000273-62-5 40
4 Hvdroxvproline 131 C5H9NO3 000051-35-4 35
5 Methylphosphonodithioic acid, S,... 326 C13H31N20PS2 092030-06-3 33

Abundance Scan 669 (7.219 min): BG033391.D (-643) (-) m/z 86.05 100.00%
86
61
5000
44
\ 6.80 7.00 7.20 7.40 7.60
ol U\L,“. !| l [Jp3121 148 A8 1~ | m/z 60.95 61.26%
m/z--> 50 100 150 200 250 300 350
Abundance #8567: 1-Propanol, 2-(dimethylamino)-2-methyl-
86
5000 IS INLEL L N L L B LI L L
6.80 7.00 7.20 7.40 7.60
56 m/z 56.05 37.85%
m/z--> 50 100 150 200 250 300 350
Abundance
86
6.80 7.00 7.20 7.40 7.60
5000 m/z 44.05 29.03%
43
o 69 113 139 166 194211 238 266 294 322 350
T T T e e T T
m/z--> 50 100 150 200 250 300 350
Abundance #151771: o-(2-Methylpentyl) S-(2-diethylaminoethyl) ethylp...
86 6.80 7.00 7.20 7.40 7.60
m/z 72.05 25.62%
5000
0 m 1| || [109127 153 180 208226245 266285 308
— 17— R BEame sy sy
m/z--> 50 100 150 200 250 300 350 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG032818\
Data File : BG033391.D

Aca On : 28 Mar 2018 18:21

Operator : SJ/JU

Sample = J2072-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 o-(4-Methylcyclohexyl) S-(2... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
7.50 54 .53 ng 6483550 1,4-Dichlorobenzene-d4 8.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-(4-Methvlcvclohexvl) S-(2-diet... 321 C15H32NO2PS 1000273-62-9 72
2 o-(2-Methvlpentvl) S-(2-diethvla... 309 C14H32NO2PS 1000273-62-5 72
3 o0-(3-Methvlcvclohexvl) S-(2-diet... 321 C15H32NO2PS 1000273-62-8 64
4 o-(iso-Pentvl) S-(2-diethvlamino... 295 C13H30NO2PS 1000273-62-3 64
5 o-(2-Ethylhexyl) S-(2-diethylami... 337 C16H36N0O2PS 1000273-63-2 64
Abundance Scan 717 (7.502 min): BG033391.D (-711) (-) m/z 86.10 100.00%
86
5000
7.20 7.40 7.60 7.80
o..,-l.l..!',.."!.,:!.1.?.1.?.1,7.1.3.?,.1:‘3.1.,....,.1.?.3,.2.19 S m/z 71.00 28.68%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #161824: 0-(4-Methylcyclohexyl) S-(2-diethylaminoethyl) et...
86
5000
7.20 7.40 7.60 7.80
55 41 m/z 44_.00 18.44%
ol | | 101118134 153 180196211226241 281 299 322
m/z--> 40 eb 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
86
7.20 7.40 7.60 7.80
5000 m/z 42.00 15.11%
43 71
0 109 127 153 180 208 226241 259 280295 313
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #161823: 0-(3-Methylcyclohexyl) S-(2-diethylaminoethyl) et...
86 7.20 7.40 7.60 7.80
m/z 88.00 14.78%
5000
55 71
oLt \‘ | 101118134 153 180196211226241 285300 320
m/z--> 40 eb 80 100 120 140 160 180 200 220 240 260 280 300 320 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG032818\
Data File : BG033391.D

Aca On : 28 Mar 2018 18:21

Operator : SJ/JU

Sample = J2072-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 unknown7.64 Concentration Rank 15

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

7.64 35.00 ng 4161690 1,4-Dichlorobenzene-d4 8.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanal. 2-methvl-. methvlhydra... 100 C5H12N2 016713-37-4 38
2 1.3.5-Triazine-2(1H)-thione. tet... 230 C9H18N40S 1000320-06-8 38
3 2H-Imidazole-2-thione. 1.3-dihyd... 114 C4H6N2S 000060-56-0 35
4 4-Morpholinepropionitrile 140 C7H12N20 004542-47-6 27
5 Oxazolidine, 2-ethyl-4,4-dimethyl- 129 C7H15NO 013973-28-9 25

Abundance Scan 741 (7.643 min): BG033391.D (-733) (-) m/z 100.00 100.00%
100 114
55
5000 42
70
86 128 142 7.40 7.60 7.80 8.00
(o} R L A Emaa s B m/z 114.00 86.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #3647: Propanal, 2-methyl-, methylhydrazone
0 100
57 85
5000 2 R UL L L
7.40 7.60 7.80 8.00
‘ o m/z 55.00 56.02%
0 R W B B el R ma
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance
100
42 7.40 7.60 7.80 8.00
5000 m/z 98.05 55.29%
56
70 113
0 87 135 155 183 200212 230
m/z--> 25 Jo éo 86 160 150 150 1&0 180 200 250 '
Abundance #7100: 2H-Imidazole-2-thione, 1,3-dihydro-1-methyl- e  Emans Ea
114 7.40 7.60 7.80 8.00
m/z 42.00 41.16%
5000
72
0 --1-5|----|“ ‘““..‘..,E.;‘(.S.??...“l A m e R RRRRR
m/z--> 20 60 80 100 120 140 160 180 200 220 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG032818\
Data File : BG033391.D

Aca On : 28 Mar 2018 18:21

Operator : SJ/JU

Sample = J2072-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 3-Octanamine, N,N-dimethyl- Concentration Rank 10

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

7.74 60.07 ng 7141550 1,4-Dichlorobenzene-d4 8.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Octanamine. N.N-dimethvl- 157 C10H23N 024539-82-0 59
2 1-Proline. N-methoxvcarbonvl-. t... 369 C21H39N0O4 1000313-77-1 43
3 1-Proline. N-methoxvcarbonvl-. t... 355 C20H37N0O4 1000313-77-0 38
4 1-Proline. N-methoxvcarbonvl-. d... 341 C19H35N04 1000313-76-9 38
5 3-Piperidinol, l-ethyl-6-methyl- 143 C8H17NO 054751-98-3 38

Abundance Scan 758 (7.742 min): BG033391.D (-749) (-) m/z 128.10 100.00%
148
86
5000
56
A IR L L R
3 7.40 7.60 7.80 8.00
o..m.‘.ﬂ,l?“. . m/z 86.10  55.26%
m/z--> 50 100 150 200 250 300 350
Abundance #29188: 3-Octanamine, N,N-dimethy!-
86
128
5000
7.40 7.60 7.80 8.00
42 m/z 56.00 29.84%
ol ﬂlﬁw6§|\h S v N
m/z--> 50 100 150 200 250 300 350
Abundance
128
7.40 7.60 7.80 8.00
5000 m/z 42.00 20.04%
o 42 69 o7 155174 310
m/z--> 50 100 150 200 250 300 350
Abundance #187291: I-Proline, N-methoxycarbonyl-, tridecyl ester
128 7.40 7.60 7.80 8.00
m/z 72.10 19.42%
5000
o 42 70 101 155174 296 355
m/z--> 50 100 150 200 250 300 350 740 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG032818\
Data File : BG033391.D

Aca On : 28 Mar 2018 18:21

Operator : SJ/JU

Sample = J2072-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 Aminothiazole Concentration Rank 4

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

9.39 229.08 ng 27235100 1,4-Dichlorobenzene-d4 8.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Aminothiazole 100 C3H4N2S 000096-50-4 50
2 lIsoetharine 239 C13H21NO3 000530-08-5 43
3 2H-Imidazole-2-thione. 1.3-dihvdro- 100 C3H4N2S 000872-35-5 38
4 N.N"-Trimethvleneurea 100 C4H8N20 001852-17-1 38
5 Piperazine, 1-methyl- 100 C5H12N2 000109-01-3 37

Abundance Scan 1038 (9.388 min)(:b BG033391.D (-1021) (-) m/z 100.00 100.00%
100
58
5000
16 /\
Te || Sh0 320 940 950 9B
o 35 el B4 L L 126 141 159 7 5805 52.68%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #3587: Aminothiazole
100
58
9.00 9.20 9.40 9.60 9.80
73 m/z 55.00 38.62%
28 45
0'}q|'w”|wh'wb"'??”"“"w""l”"l"”l"'w
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
100
58 9.00 9.20 9.40 9.60 9.80
5000 m/z 96.00 30.63%
0 a 70 84 123 192
miz--> 20 40 60 80 100 120 140 160 180
Abundance #3591: 2H-Imidazole-2-thione, 1,3-dihydro- T
100 9.00 9.20 9.40 9.60 9.80
m/z 45.95 27 .69%
5000
41 73
‘H‘\ 60 ‘ !
0"'%""I”"I"”I""‘”"I"”I""P"'I'”'I NN SRR N
m/z--> 20 40 60 80 100 120 140 160 180 9.00 9.20 9.40 9.60 9.80

8270-BG031918.M Thu Mar 29 17:21:47 2018
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG032818\
Data File : BG033391.D

Aca On : 28 Mar 2018 18:21

Operator : SJ/JU

Sample = J2072-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 2-Propanol, 1,3-dimethoxy- Concentration Rank 19

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

9.72 29.08 ng 3457830 1,4-Dichlorobenzene-d4 8.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanol. 1.3-dimethoxv- 120 C5H1203 000623-69-8 56
2 Propvlene Glvcol 76 C3H802 000057-55-6 33
3 Methvlal 76 C3H802 000109-87-5 9
4 1-Propanol. 2-ethoxv- 104 C5H1202 019089-47-5 9
5 Butanenitrile, 2-(methoxymethoxy) 129 C6H11NO2 1000196-86-5 9

Abundance Scan 1095 (9.722 min): BG033391.D (-1084) (-) m/z 45.00 100.00%
45
5000 jk
75 S-SR S . -
61 | 105 9.40 9.60 9.80 10.00
I ...-,'..-.'!,..9.1.,...?,2.1.1.3??....,....,.1.5’.1.,.2]1.? 283 Tm/z 74.95  26.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9255: 2-Propanol, 1,3-dimethoxy-
45
5000
75 9.40 9.60 9.80 10.00
15 o9 m/z 105.00 8.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
45
9.40 9.60 9.80 10.00
5000 m/z 77.00 7.64%
0,15 29 6l 4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #935: Methylal
45 9.40 9.60 9.80 10.00
m/z 74.00 6.70%
5000 75
15 29
R R R AR LA SR LA LA LR RARAN LR RALRN LARSI BN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 9.40 9.60 9.80 10.00

8270-BG031918.M Thu Mar 29 17:21:48 2018 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG032818\
Data File : BG033391.D

Aca On : 28 Mar 2018 18:21

Operator : SJ/JU

Sample = J2072-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 unknown9.98 Concentration Rank 6

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

9.98 88.43 ng 10514000 1,4-Dichlorobenzene-d4 8.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Propanediamine. N.N.N".N"-te... 130 C7H18N2 000110-95-2 43
2 1.3-Propanediamine. N.N"-diethvl- 130 C7H18N2 010061-68-4 32
3 2-Nonanone 142 C9H180 000821-55-6 27
4 4-Pentenvlamine. N.N-dimethvl- 113 C7H15N 001001-91-8 27
5 9-Azabicyclo[6.1.0]non-4-en-9-am... 138 C8H14N2 066387-78-8 27

Abundance Scan 1139 (9.981 min): BG033391.D (-1129) (-) 58.00 100.00%

58
70 141
5000

42 85 IIIIIIIIIIIIIIIIII
960 980 10001020

98
o 13127 m/z 141.10  58.60%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #13622: 1,3-Propanediamine, N,N,N',N'-tetramethy!-
58

5000 42 R R REREE R
9.60 9.80 10.00 10.20

70 85 m/z 70.00 54.50%
15 30
130

o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
58 70

9.60 9.80 10.00 10.20

so00l 30 o5 m/z 56.00 23.17%
44
0 15 98 113 130
LB B L e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #19938: 2-Nonanone S L e e e e e
58 9.60 9.80 10.00 10.20
43 m/z 85.00 20.59%
5000
71
29 142
oL 18 ] A 84 99 113127
---|----|----|----|----|----|----|----|---- LB e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG032818\
Data File : BG033391.D

Aca On : 28 Mar 2018 18:21

Operator : SJ/JU

Sample = J2072-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 unknownl10.45 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.45 47 .55 ng 8409740 Naphthalene-d8 11.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Azathvmine. Bis(methvl) ether 155 C6HION302 1000333-80-4 40
4-(4-Methvl-piperazin-1-v)-1.5.... 182 C8H14N40 1000287-66-9 32
3 Hexane. 2-methvl-4-methvlene- 112 C8H16 003404-80-6 32
4 Aziridine. 2.3-dimethvl-1-(1l-met... 113 C7H15N 055669-75-5 25
5 2-Decene, 3-methyl-, (2)- 154 C11H22 074630-26-5 25
Abundance Scan 1219 (10.451 min): BG033391.D (-1209) (-) m/z 70.00 100.00%
70
5000 /\\\\
T T 0050 50120 1088 5750
86 98 : : : :
0 a1 207 m/z 72.00 38.30%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27921: 6-Azathymine, Bis(methyl) ether
P 155
42 10.20 10.40 10.60 10.80
m/z 42.00 25.72%
15 8 H “ 83 98 114127 149
s 20 e B i 0o 10 1k 1% o
Abundance
70
'~ 10.20 10.40 10.60 10.80
5000 42 m/z 155.05 23.85%
28 83
15 58
o 97 112 125 138 150 167 182
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6785: Hexane, 2-methyl-4-methylene-
55 70 10.20 10.40 10.60 10.80
43 m/z 127.10 19.75%
5000
27
83 112
“ ‘\ Lulll \H ‘\ o7
L L L U S S W S L S IR U B SN B
m/z--> 20 40 60 80 100 120 140 160 180 200 10.20 10.40 10.60 10.80

8270-BG031918.M Thu Mar 29 17:21:49 2018
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG032818\
Data File : BG033391.D

Aca On : 28 Mar 2018 18:21

Operator : SJ/JU

Sample = J2072-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 2-Cyclohexen-1-one, 3,5-dim... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.54 28.89 ng 5109400 Naphthalene-d8 11.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Cvclohexen-1-one. 3.5-dimethvl- 124 C8H120 001123-09-7 50
N-(2-Cvano-1-methvlvinvl)acetamide 124 C6H8N20 027036-87-9 42
3 8-0Oxabicvclol3.2.1loct-6-en-3-o0ne 124 C7H802 040458-77-3 38
4 3-Hexen-1-ol. acetate. (2)- 142 C8H1402 003681-71-8 37
5 3-Hexen-1-ol, acetate, (E)- 142 C8H1402 003681-82-1 37
Abundance Scan 1234 (10.539 min): BG033391.D (-1228) (-) m/z 82.00 100.00%
4 8p
124
5000
10.20 10.40 10.60 10.80
ol O} 106 | 145 175 385 Tnyz 43.00  90.90%
m/z--> 50 100 150 200 250 300 350
Abundance #10551: 2-Cyclohexen-1-one, 3,5-dimethyl-
82
5000 AR AR ULUNAREE
39 10,20 10.40 10.60 10.80
‘ 124 m/z 124.00 63.24%
oSl ge
m/z--> 50 100 150 200 250 300 350
Abundance
82
43 USRS
10.20 10.40 10.60 10.80
5000 m/z 80.00 24 .17%
124
15 64
N UL L L L S WL
m/z--> 50 100 150 200 250 300 350
Abundance #10455: 8-Oxabicyclo[3.2.1]oct-6-en-3-one R T T
8 124 10,20 10.40 10.60 10.80

m/z 81.00 12 _.58%

5000
54
27 ‘
106
o~ juM{.ﬂ r— At

m/z--> 50 100 150 200 250 300 350 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG032818\
Data File : BG033391.D

Aca On : 28 Mar 2018 18:21

Operator : SJ/JU

Sample = J2072-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 unknownl12.59 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.59 42.89 ng 7586230 Naphthalene-d8 11.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-(dimethvlamino)- 127 C7H13NO 003433-62-3 49
2 4-Methvl-5-ethvlthiazole 127 C6HONS 031883-01-9 35
3 3.13-Dioxatetracvclol7.5.0.0(2.6... 347 C21H33N0O3 313360-99-5 22
4 2.4(1H.3H)-Pvrimidinedione. 6-me... 168 C8H12N202 007454-99-1 22
5 4-Piperidinecarboxylic acid 2-is... 185 C9H19N30 099706-49-7 22
Abundance Scan 1583 (12.590 min): BG033391.D (-1576) (-) m/z 112.00 100.00%
112
42 0
5000
T PRI
0 Sed 4283 m/z 42.00 67.19%
m/z--> 50 100 150 200 250 300 350
Abundance #11853: 3-Penten-2-one, 4-(dimethylamino)-
112
5000 44 S L L L B B
84 12.20 12.40 12.60 12.80 13.00
m/z 127 .05 66.31%
o .‘M.“‘“l‘.‘.‘..l....|........|....|....
m/z--> 50 100 150 200 250 300 350
Abundance
112
12/20 12.40 12.60 12.80 13.00
5000 m/z 70.00 59.62%
85
45
26 65
L L (L L S L WL B WL
m/z--> 50 100 150 200 250 300 350
Abundance #182014: 3,13-Dioxatetracyclo[7.5.0.0(2.6).0(12.14)]tetrad...
112 12.20 12.40 12.60 12.80 13.00
m/z 84.00 42 _55%
5000
oL 34,5 91{ | 133 169189 213232 259 288 318 347
m/z--> 50 100 150 200 250 300 350 12120 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG032818\
Data File : BG033391.D

Aca On : 28 Mar 2018 18:21

Operator : SJ/JU

Sample = J2072-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 unknownl3.79 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.79 565.27 ng 18497800 Acenaphthene-d10 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvprvlon 183 C10H17NO2 000125-64-4 27
2 1.2.3.4-Tetramethvl-3-pvrazolin-... 140 C7H12N20 1000306-48-8 25
3 Glutarimide. N-(3-pentvl)- 183 C10H17NO2 1000360-81-7 25
4 Piperidine. 1.2-dimethvl- 113 C7H15N 000671-36-3 14
5 Methanamine, N-[2-methyl-1-(1-me... 141 C9H19N 054699-50-2 14
Abundance Scan 1787 (13.788 min): BG033391.D (-1773) (-) m/z 140.10 100.00%
114 140
5000
155 167
212 13l 1560 1980 1400 1420
181 197
(o} m/z 114.00 94 .12%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #47887: Methyprylon
140 155
5000 83 A LR P I I
98 13.40 13.60 13.80 14.00 14.20
41 55 69 ‘ 110 m/z 98.05 75.98%
126
0 ..:L.Slu‘.‘..‘l“‘...“‘llu‘.‘..ll“...“luululu“... ‘...ll:.l-?8..]i8.3...|....|.
m/z--> 20 60 80 100 120 140 160 180 200
Abundance
140

1340 13.60 13.80 14.00 14.20
5000 43 m/z 84.00 70.92%

56 125
68 82 95 112
O T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #47890: Glutarimide, N-(3-pentyl)-
114

13.40 13.60 13.80 14.00 14.20
m/z 58.00 65.88%

5000 86 154
55 126
140
i ‘\H‘ G ‘ 168 183

0 “‘ qul | 1l ‘
---|----|----|----|--- LA L L B B B L LA L L L B B

T
m/z--> 20 60 80 100 120 140 160 180 200 13. 40 13. 60 13. 80 14. OO 14. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG032818\
Data File : BG033391.D

Aca On : 28 Mar 2018 18:21

Operator : SJ/JU

Sample = J2072-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 unknownl4.46 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

14.46 67.70 ng 2215570  Acenaphthene-d10 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

3-IN-I3-Diethvlaminopropvll-1-cv... 249 C15H27N3

1000255-52-9 47
2 N"-T4-1I3.4-Dichlorophenvl1-6-Ttr... 454 C17H19CI5N4 1000212-93-2 43

3 2-Pentanone. 5-(diethvlamino)- 157 C9H19NO 000105-14-6 43
4 Valeronitrile 5-Idiethvlaminol- 154 C9H18N2 006066-93-9 43
5 Chroman-4-one o-(3-diethylamino-... 276 C16H24N202 1000297-01-3 42
Abundance Scan 1901 (14.458 min): BG033391.D (-1891) (-) m/z 86.05 100.00%

86
>0 /uAQAJ/L\J\/\kJﬂvﬂf\F\WV
58
113 140 U IS I BN B
1420 14.40 14.60 14.80
o,...35;[,....-.h,.'.'..L,r'.“?g..,z.lz...,....,....,....,....,.. m/z 71.00 34.06%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #101495: 3-[N-[3-Diethylaminopropyl]-1-cyclopentenylamino]...
86

5000 LIS L L L L B BB
14. 20 14. 40 14 60 14. 80
m/z 58.00 27.65%
0 ﬂ 113 143 184 249
,...,.”.,..”,...w....w...,”..,.”.,..”,..
m/z--> 0 100 150 200 250 300 350 400 450
Abundance
86
R B R B
14.20 14.40 14.60 14.80
5000 m/z 56.00 25.51%
58
0 109135 172196219242 271 306 335 384 420 456
e T T T e e T e T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #29495: 2-Pentanone, 5-(diethylamino)- R B A maRE L
86 14.20 14.40 14.60 14.80
m/z 98.00 22.57%
5000 43
15
ol 11 | | 157
R B L B L U EL I T s e BB RS RS R

m/z--> 0 50 100 150 200 250 300 350 400 450 14.20 14.40 14.60 14.80

8270-BG031918.M Thu Mar 29 17:21:51 2018
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG032818\
Data File : BG033391.D

Aca On : 28 Mar 2018 18:21

Operator : SJ/JU

Sample = J2072-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 Phenol, 4-(1,1-dimethylprop... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
17.25 30.24 ng 1205460 Phenanthrene-d10 18.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-(1.1-dimethvipropvl)- 164 C11H160 000080-46-6 72
2 Phenol. 4-(1.1.3.3-tetramethvlbu... 206 C14H220 000140-66-9 64
3 4-tert-Butvilphenvl acetate 192 C12H1602 003056-64-2 59
4 ((1.2-Diethvlethvlenelbis(p-phen... 354 C22H2604 004547-76-6 59
5 4-(1,1-Dimethylpropyl)phenyl ace... 206 C13H1802 1000373-45-3 59
Abundance Scan 2376 (17.249 min): BG033391.D (-2370) (-) m/z 135.00 100.00%
5000
a1 107
55 71 o1 | 121 170 220 17.00 17.20 17.40 17.60
O et e s b e 287201 280 242 281 nz57107.00  20.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #33621: Phenol, 4-(1,1-dimethylpropyl)-
135
5000
107 17.00 17.20 17.40 17.60
m/z 41.00 11.76%
oz s Tl | gp | 1491%%
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
135
17,00 17.20 17.40 17.60
5000 m/z 136.00 10.20%
41
oL 2 > 77 911% 51 140163 101206
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #54398: 4-tert-Butylpheny| acetate
135 17.00 17.20 17.40 17.60
m/z 71.00 9.01%
5000
150
ol.15 29 43 g3 77 9} \ 121 \ 177192
m/z--> 20 45 60 86 100 120 140 1é0 180 200 220 240 260 280 17.00 17.20 17.40 17.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG032818\
Data File : BG033391.D

Aca On : 28 Mar 2018 18:21

Operator : SJ/JU

Sample = J2072-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 unknownl7.31 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
17.31 32.57 ng 1298270 Phenanthrene-d10 18.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetamide. N-(3-methvIiphenvl)- 149 C9H11NO 000537-92-8 38
2 Phthalic acid. 2-methvilphenvl pr... 298 C18H1804 1000314-95-1 35
1-(2.6-Dimethvl-4-propoxvphenvl)... 220 C14H2002 1000190-22-3 35
4 Butanamide. N-(2-methvlphenvl)-3... 191 C11H13NO2 000093-68-5 30
5 4-Methyl-2-tert-octylphenol 220 C15H240 004979-46-8 30
Abundance Scan 2386 (17.308 min): BG033391.D (-2381) (-) m/z 107.00 100.00%
107 149
121
5000
135 191
41 7791 ‘ ‘ 17.00 17.20 17.40 17.60
S 1 W1 P PN 9 | ol A8 2050 251270 291 n757148 95  89.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #236367: Acetamide, N-(3-methylphenyl)-
107
5000 149
17.00 17.20 17.40 17.60
43 m/z 121.00 58.53%
o 63 7 91
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
149
17.00 17.20 17.40 17.60
5000 m/z 191.05 29.09%
191
27 43 7601 108 433 | 445 2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #77383: 1-(2,6-Dimethyl-4-propoxyphenyl)propan-1-one
149 191 17.00 17.20 17.40 17.60
m/z 135.00 28.88Y%
5000
121
220
ol 2 At 57 L105 | 135 | 163177
m/z--> 25 45 éo éo 160 150 150 160 1éo 200 220 240 2éo 2é0 ' 17.00 17.20 17.40 17.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG032818\
Data File : BG033391.D

Aca On : 28 Mar 2018 18:21

Operator : SJ/JU

Sample = J2072-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 unknownl7.87 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.87 40.81 ng 1626630 Phenanthrene-d10 18.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetamide. N-(1.1"-biphenvI)-2-vl- 211 C14H13NO 002113-47-5 47
2 2-0xo0-4-cvanoll.2.4Toxadiazolol2... 211 C11H5N302 1000255-12-8 27
3 7-Hvdroxv-2-naphthalenecarbonitrile 169 C11H7NO 1000326-75-0 25
4 6-Hvdroxv-1l-naphthalenecarbonitrile 169 C11H7NO 1000326-74-7 22
5 Benz[cd]indol-2(1H)-one 169 C11H7NO 000130-00-7 22
Abundance Scan 2482 (17.872 min): BG033391.D (-2474) (-) m/z 169.05 100.00%
169 211
72
5000
Tl o o a0 e waa
3 . . . .
o ’ 227243 264 m/z 211.10 83.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #70321: Acetamide, N-(1,1"-biphenyl)-2-yI-
169
211
5000
17.60 17.80 18.00 18.20
m/z 72.00 55.51%
. 43 63 g9 115 139
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
211
'17.60 17.80 18.00 18.20
5000 m/z 70.00 40.97%
0 157

140
51 gg 115 194

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #37559: 7-Hydroxy-2-naphthalenecarbonitrile e e AR
169 17.60 17.80 18.00 18.20
m/z 55.00 23.80%
5000 140
114
39 63 g8 [ |
R SR i i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 17. 60 17. 80 18. OO 18 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG032818\
Data File : BG033391.D

Aca On : 28 Mar 2018 18:21

Operator : SJ/JU

Sample = J2072-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 unknown24.52 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
24 .52 29.67 ng 1422260 Perylene-di12 26.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.6.9.12.15-Pentaoxabicvclol15.3... 326 C17H2606 071128-99-9 49
2 3.6.9.12.15-Pentaoxabicvclol15.3. .. 312 C16H2406 065112-36-9 46
3 Ethanol. 2-T2-T2-T2-Tp-(1.1.3.3-... 382 C22H3805 002315-63-1 37
4 15-Crown-5 220 C10H2005 033100-27-5 37
5 Hexaethylene glycol 282 C12H2607 002615-15-8 32
Abundance Scan 3614 (24.523 min): BG033391.D (-3605) (-) m/z 45.00 100.00%
45
311
5000 89
h 3 24.20 24.40 24.60 24.80
217 - : - -
I W UL m/z 311.10 69.97%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #165649: 3,6,9,12,15-Pentaoxabicyclo[15.3.1]heneicosa-1(21...
45
5000 89 UL AR AR RS
24.20 24.40 24.60 24.80
133 m/z 89.00 44 _27%
ohs L | 17300 238 282 3%6
m/z--> 55 100 1éo 200 250 300 350 400 450 '
Abundance
45
89 24.20 24.40 24.60 24.80
5000 m/z 134.95 26 .74%
0 149 224 269
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #203410: Ethanol, 2-[2-[2-[2-[p-(1,1,3,3-tetramethylbutyl)... R B
311 24.20 24.40 24.60 24.80
m/z 160.95 21.94%
89
5000 45 135
161
| 205553267 | 335 5
o} L b o
m/z--> 50 100 150 260 250 300 350 400 450 ' 24.20 24.40 24.60 24.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG032818\
Data File : BG033391.D

Aca On : 28 Mar 2018 18:21

Operator : SJ/JU

Sample = J2072-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 unknown27.72 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
27.72 65.00 ng 3115490 Perylene-di12 26.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-T2-T2-T2-T2-12-T2-T2-T2-T2-(2-... 502 C22H46012 1000352-13-2 40
2 3.6.9.12.15,18-Hexaoxabicvclol18... 418 C18H27Br06 111982-22-0 40
3 2-T2-T2-T2-T2-T2-T2-T2-12-(2-Hvd. .. 458 C20H42011 1000352-12-6 40
4 3.6.9.12.15.18.21-Heptaoxabicvcl... 462 C20H31Br07 111982-23-1 38
51,4,7,10,13,16-Hexaoxacyclooctad... 264 C12H2406 017455-13-9 38
Abundance Scan 4158 (27.719 min): BG033391.D (-4146) (-) m/z 45.00 100.00%
45
L 133 161 355 A
217 411 27.40 27.60 27.80 28.00
Y SN P 1 J.J, .l.L.l?l,J.'e. 261 207325 ,\. BaL | M0 /7 89.00 47.54%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #235432: 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)eth...
45
89
5000
133 27.40 27.60 27.80 28.00
m/z 133.00 27 .10%
ol19, “HJLJLH L 137 221 265 295 327 383 415 459
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
45
o 27.40 27.60 27.80 28.00
5000 133 m/z 355.15 24 .69%
182
0 159 221244 288314339 376 418
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #228732: 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy... R R Rl
45 27.40 27.60 27.80 28.00
89 m/z 161.00 20.48%
5000
133
oL19, | 11L‘ Lol YT 221 251 283300 339 371 415 ~ / iﬁ::ﬁ?
m/z--> 50 100 150 200 250 300 350 400 450 27.40 27.60 27.80 28.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG032818\
Data File : BG033391.D

Acq On : 28 Mar 2018 18:21

Operator : SJ/JU

Sample - J2072-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG031918_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]
1-Propanol, 2-ami... 4.56 126.8 ng 15070100 1 8.89 2377800 20.0
unknown6.13 6.13 234.8 ng 27919100 1 8.89 2377800 20.0
unknown6 .96 6.96 85.0 ng 10101300 1 8.89 2377800 20.0
unknown? .22 7.22 523.8 ng 62276400 1 8.89 2377800 20.0
o-(4-Methylcycloh. .. 7.50 54_.5 ng 6483550 1 8.89 2377800 20.0
unknown? .64 7.64 35.0 ng 4161690 1 8.89 2377800 20.0
3-Octanamine, N,N... 7.74 60.1 ng 7141550 1 8.89 2377800 20.0
Aminothiazole 9.39 229.1 ng 27235100 1 8.89 2377800 20.0
2-Propanol, 1,3-d... 9.72 29.1 ng 3457830 1 8.89 2377800 20.0
unknown9 .98 9.98 88.4 ng 10514000 1 8.89 2377800 20.0
unknown10.45 10.45 47.5 ng 8409740 2 11.77 3537580 20.0
2-Cyclohexen-1-on... 10.54 28.9 ng 5109400 2 11.77 3537580 20.0
unknownl12 .59 12.59 42.9 ng 7586230 2 11.77 3537580 20.0
unknownl13.79 13.79 565.3 ng 18497800 3 15.49 654483 20.0
unknownl14 .46 14 .46 67.7 ng 2215570 3 15.49 654483 20.0
Phenol, 4-(1,1-di... 17.25 30.2 ng 1205460 4 18.21 797186 20.0
unknownl17.31 17.31 32.6 ng 1298270 4 18.21 797186 20.0
unknownl17 .87 17 .87 40.8 ng 1626630 4 18.21 797186 20.0
unknown24 .52 24 .52 29.7 ng 1422260 6 26.33 958602 20.0

6

unknown27.72 27.72 65.0 ng 3115490 26.33 958602 20.0
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