LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107429.D

Aca On 17 Jul 2018 3:26

Operator : JU/SJ

Sample : J3954-01

Misc :

ALS Vial : 21 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 F\METHODS\8270-BF071618 .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

5.213 486 489 492 rBvV 236256 253155 4_.59% 0.480%

1

2 5.284 497 501 506 rVB5 66924 89532 1.62% 0.170%
3 5.342 506 511 514 rBV2 90678 90266 1.64% 0.171%
4 5.607 551 556 559 rVB 2226044 2322409 42.11% 4._.405%
5 5.784 583 586 589 rBv2 92981 80384 1.46% 0.152%

5.872 598 601 604 rBvV 129112 137954 2.50% 0.262%
5.931 609 611 618 rvB2 87988 102235 1.85% 0.194%
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rBv 80874 92101 1.67% 0.175%

6.236 659 663 669 rvB4 59290 102195 1.85% 0.194%

1 6.384 683 688 689 rBV5 75162 91905 1.67% 0.174%
11 6.407 689 692 697 rVB6 70305 90853 1.65% 0.172%
12 6.448 697 699 702 rBV 95554 95228 1.73% 0.181%
13 6.507 705 709 711 rBv4 59170 68180 1.24% 0.129%
14 6.601 719 725 732 rVB2 1567122 1579470 28.64% 2.996%
15 6.695 736 741 743 rBV3 80218 75651 1.37% 0.143%
16 6.754 744 751 754 rVV 4264205 4101348 74.37% 7.780%
17 6.801 757 759 764 rVB 98376 95392 1.73% 0.181%
18 6.860 764 769 771 rBVS5 61212 98846 1.79% 0.187%
19 6.983 786 790 793 rBV 1417685 1193027 21.63% 2.263%
20 7.036 797 799 804 rvVB4 64405 84765 1.54% 0.161%

21 7.142 810 817 820 rBV 4447763 4223408 76.59% 8.011%
22 7.231 828 832 840 rVvB3 443605 474261 8.60% 0.900%
23 7.307 840 845 847 rBv2 116723 139417 2.53% 0.264%
24 7.378 853 857 864 rBv2 357372 455320 8.26% 0.864%
25 7.519 876 881 882 rBV 154011 160888 2.92% 0.305%

26 7.548 882 886 889 rvB 3230127 3237568 58.71% 6.141%
27 7.789 923 927 931 rBV7 58142 98534 1.79% 0.187%
28 8.030 957 968 970 rBV3 448003 945947 17.15% 1.794%
29 8.089 976 978 982 rvB2 195508 168773 3.06% 0.320%
30 8.130 982 985 987 rVB 179816 144998 2.63% 0.275%

31 8.160 987 990 994 rBV 653363 581551 10.55% 1.103%
32 8.225 998 1001 1004 rVvB3 92566 72829 1.32% 0.138%
33 8.266 1004 1008 1010 rBV 1548473 1310959 23.77% 2.487%
34 8.283 1010 1011 1015 rVB2 314542 200244 3.63% 0.380%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107429.D

Aca On 17 Jul 2018 3:26

Operator : JU/SJ

Sample : J3954-01

Misc :

ALS Vial : 21 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
Title

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071618.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 8.425 1030 1035 1037 rBV5 90077 114991 2.09% 0.218%

36 8.525 1049 1052 1054 rBvV 176779 180712 3.28% 0.343%
37 8.542 1054 1055 1059 rvB2 260059 198543 3.60% 0.377%
38 8.589 1060 1063 1064 rBVvV2 98658 93162 1.69% 0.177%
39 8.630 1064 1070 1073 rVvV 3703102 4006907 72.66% 7.601%
40 8.695 1076 1081 1087 rVB8 210421 421391 7.64% 0.799%

41 8.777 1087 1095 1101 rVB 1627744 1814654 32.91% 3.442%
42 8.854 1105 1108 1112 rVB2 262942 263137 4.77% 0.499%
43 8.889 1112 1114 1119 rVB3 137109 148874 2.70% 0.282%
44 8.942 1120 1123 1127 rBV5 110427 185347 3.36% 0.352%
45 8.977 1127 1129 1132 rVB2 168735 133742 2.43% 0.254%

46 9.042 1132 1140 1142 rBV 1868492 2180977 39.55% 4._137%
47 9.077 1142 1146 1151 rVB4 714089 978692 17.75% 1.856%
48 9.119 1151 1153 1156 rBvV4 86532 107644 1.95% 0.204%
49 9.154 1156 1159 1161 rBV4 105670 131669 2.39% 0.250%
50 9.213 1167 1169 1172 rVB3 163250 161808 2.93% 0.307%

51 9.248 1172 1175 1177 rBV3 216656 208802 3.79% 0.396%
52 9.272 1177 1179 1182 rVB3 168653 160465 2.91% 0.304%
53 9.342 1184 1191 1194 rBV 4877983 5514549 100.00% 10.460%
54 9.419 1201 1204 1205 rBV3 166724 181698 3.29% 0.345%
55 9.442 1205 1208 1210 rVvVv2 368570 394134 7.15% 0.748%

56 9.466 1210 1212 1213 rVV 360398 341870 6.20% 0.648%
57 9.483 1213 1215 1218 rVB 688073 554814 10.06% 1.052%
58 9.548 1223 1226 1228 rBV4 124249 109957 1.99% 0.209%
59 9.572 1228 1230 1231 rBV 131819 101797 1.85% 0.193%
60 9.589 1231 1233 1235 rBV3 192163 197817 3.59% 0.375%

61 9.654 1241 1244 1245 rBvV2 182000 179116 3.25% 0.340%
62 9.730 1255 1257 1261 rVB4 310714 290867 5.27% 0.552%
63 9.795 1266 1268 1270 rVB2 312856 260262 4.72% 0.494%
64 9.883 1280 1283 1286 rBV5 205207 306170 5.55% 0.581%
65 10.030 1305 1308 1310 rVB 1072400 943419 17.11% 1.790%

66 10.060 1310 1313 1316 rBV 696038 546810 9.92% 1.037%
67 10.095 1316 1319 1322 rVV 351493 331513 6.01% 0.629%
68 10.236 1340 1343 1345 rBV2 440488 458983 8.32% 0.871%
69 10.824 1440 1443 1447 rVB2 1820131 1840007 33.37% 3.490%
70 11.530 1560 1563 1565 rBV 865433 869133 15.76% 1.649%

71 13.124 1830 1834 1837 rVB 2830372 2897328 52.54% 5.496%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107429.D

Aca On 17 Jul 2018 3:26

Operator : JU/SJ

Sample : J3954-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - 0 Peak Location: TOP

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

Method
Title

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071618.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 14.183 2011 2014 2017 rVB 1106816 947731 17.19% 1.798%
73 15.712 2270 2274 2278 rVB 728835 899900 16.32% 1.707%

Sum of corrected areas: 52718985
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107429.D

Aca On 17 Jul 2018 3:26

Operator : JU/SJ

Sample : J3954-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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: BF107429.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107429.D

Aca On 17 Jul 2018 3:26

Operator : JU/SJ

Sample : J3954-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 13

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

5.21 4.24 ng 253155 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 78
2 Guanidine 59 CH5N3 000113-00-8 38
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 35
4 Dimethadione 129 C5H7NO3 000695-53-4 33
5 Hydrazine, 1,1-bis(l-methylethyl)- 116 C6H16N2 000921-14-2 32

Abundance Scan 488 (5.207 min): BF107429.D (-486) (-) m/z 43.00 100.00%
43.0
5000
101.1
480 5.00 520 5.40 5.60
Olprrr B 145518912336 8706 47895212 | m/z 59.00 64.28%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AR AL LS L R

480 5.00 520 540 560
m/z 101.10 28.32%

‘ 101.0
o,ﬂwi“..ﬂ..”,.”. S B R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
59.0
R B RE R
4.80 5.00 5.20 5.40 5.60
5000 m/z 58.10 15.04%
17.0
o4+
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43.0 4.80 5.00 5.20 5.40 5.60
m/z 41.00 11.81%
5000 101.0
T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107429.D

Aca On 17 Jul 2018 3:26

Operator : JU/SJ

Sample : J3954-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 unknown6.75 Concentration Rank 2

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

6.75 68.76 ng 4101350 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 35
2 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 22
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 22
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 22

Abundance Scan 750 (6.748 min): BF107429.D (-744) (-) m/z 132.00 100.00%
13R.0
68.0
5000
A mmm i
6.40 6.60 6.80 7.00
o! o W 2018 2427 29313260 4233 m/z 68.05 57.18%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132.0
5000 ISR SRS UL SRR
69.0 6.40 6.60 6.80 7.00
m/z 66.10 39.47%
0 ||||\||1|||| B L A B B e SRR o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
132.0
6.40 6.60 6.80 7.00
5000 m/z 134.00 31.12%
77.0
39.0
S S L L L L L UL WA
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #52379: Tranylcypromine-propionyl R B e I s
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 27 .08%
5000 98.0
0 .,vhi!,mL.. |'}?g?""|""|""|""|""|
m/z--> 50 100 150 200 250 300 350 400 450 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107429.D

Aca On 17 Jul 2018 3:26

Operator : JU/SJ

Sample : J3954-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 Benzaldehyde, 2-hydroxy- Concentration Rank 8

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

7.23 7.95 ng 474261 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzaldehvde. 2-hvdroxv- 122 C7H602 000090-02-8 94
2 Benzaldehvde. 4-hvdroxv- 122 C7H602 000123-08-0 86
3 Benzaldehvde. 3-hvdroxv- 122 C7H602 000100-83-4 70
4 2-Pvridinealdoxime 122 C6H6N20 000873-69-8 43
5 Phenol, 4-iodo- 220 C6H510 000540-38-5 27

Abundance Scan 832 (7.231 min): BF107429.D (-828) (-) m/z 121.90 100.00%
12}.9
65.0
5000
6.80 7.00 7.20 7.40 7.60
o ," 34 A 880 Thn/z 121.000 92.52%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #9892: Benzaldehyde, 2-hydroxy-
122.0
5000
65.0 6.80 7.00 7.20 7.40 7.60
m/z 65.00 52.64%
20 || |
0|||”‘|‘l‘l‘“|ﬂH|m||“|||||||||||||||||||||||||||||||||||
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
121.0
6.80 7.00 7.20 7.40 7.60
5000 65.0 m/z 39.00 44._.57%
29.0
L S U UL WL UL S WL
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #9897: Benzaldehyde, 3-hydroxy- T T
122.0 6.80 7.00 7.20 7.40 7.60
m/z 76.00 35.72%
5000 65.0
0 29\'\ wdl
m/z--> 0 50 100 150 200 250 300 350 400 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107429.D

Aca On 17 Jul 2018 3:26

Operator : JU/SJ

Sample : J3954-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 7

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

8.16 8.87 ng 581551 Naphthalene-d8 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-butoxvethoxv)- 162 C8H1803 000112-34-5 83
2 Ethanol. 1-(2-butoxvethoxv)- 162 C8H1803 054446-78-5 83
3 Ethvlene alvcol monoisobutvl ether 118 C6H1402 004439-24-1 59
4 Acetaldehvde. di-sec-butvl acetal 174 C10H2202 005314-41-0 50
5 Ethane, 1l-isothiocyanato-2-methoxy- 117 C4H7NOS 038663-85-3 47

Abundance Scan 990 (8.160 min): BF107429.D (-987) (-) m/z 45.05 100.00%
5000
7.80 8.00 8.20 8.40
o . .'{1.1.3.1.1, 71 2217 3125 4315 n/5 57.05  98.42%
m/z--> 100 150 200 250 300 350 400
Abundance #32654: Ethanol, 2-(2-butoxyethoxy)-
5000 - ----u-ﬁﬁjhﬂ---u----u
780 8.00 8.20 8.40
m/z 41.10 44 .17%
0! ‘Hhu\h \“ ﬂ‘.].-3.2.0|....|.... e
m/z--> 150 200 250 300 350 400
Abundance
57.0
780 800 820 840
5000 m/z 75.05 24 _10%
100.0
0 ""I""I"}ﬁﬁq"' [rrrr [T Tt
m/z--> 50 100 150 200 250 300 350 400 A
Abundance #8872: Ethylene glycol monoisobutyl ether A e
57.0 7.80 8.00 820 8.40

m/z 43.10 23.77%

5000

m/z--> 50 100 150 200 250 300 350 400 7. 80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107429.D

Aca On 17 Jul 2018 3:26

Operator : JU/SJ

Sample : J3954-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 1,2-Benzisothiazole Concentration Rank 19

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

8.54 3.03 ng 198543 Naphthalene-d8 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Benzisothiazole 135 C7H5NS 000272-16-2 86
2 Benzothiazole 135 C7H5NS 000095-16-9 53
3 4-Amino-1-_beta.-d-ribofuranosvl... 329 C10H12N506P 115969-63-6 53
4 1H-Pvrazolol3.4-dlpvrimidin-4-amine 135 C5H5N5 002380-63-4 47
5 2-Fluoro-4-cyanotoluene 135 C8H6FN 170572-49-3 45

Abundance Scan 1055 (8.542 min): BF107429.D (-1054) (-) m/z 134.95 100.00%
134.9
5000
60.0 108.0
37.1 8.20 8.40 8.60 8.80
o 166.4192.8 228.2 270.5 323.5349.9 m/z 108.00 >7 _40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #15459: 1,2-Benzisothiazole
135.0
5000
8.20 8.40 8.60 8.80
co0 1080 m/z 69.05 23.20%
39\ \0 L {, |
O P T T T P R
m/z--> 2'0 4'0 6|0 8IO 1(')0 120 140 160 1&'30 200 220 240 260 280 3(')0 350 34'10 '
Abundance
135.0
'820 840 8.60 880
5000 m/z 82.05 14.23%
108.0
69.0
39.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #168050: 4-Amino-1-.beta.-d-ribofuranosylpyrazolo[3,4-d]py... R T A L e ARRRE
135.0 8.20 8.40 8.60 8.80
m/z 37.10 10.76%
5000
44.0
108.0
o 81.0 181.0
; L SR S AR RARAS AN AN SRS RALRS RARAS RARAS LR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107429.D

Aca On 17 Jul 2018 3:26

Operator : JU/SJ

Sample : J3954-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 Quinoline Concentration Rank 3

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

8.63 61.13 ng 4006910 Naphthalene-d8 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 OQuinoline 129 C9H7N 000091-22-5 96
2 lIsoauinoline 129 C9H7N 000119-65-3 96
3 Benzeneacetonitrile. .alpha.-met... 129 C9H7N 000495-10-3 72
4 2-Propenenitrile. 3-phenvl-. (BE)- 129 C9H7N 001885-38-7 72
5 2,4-Dicyanopyridine 129 C7H3N3 029181-50-8 62

Abundance Scan 1070 (8.630 min): BF107429.D (-1064) (-) m/z 129.10 100.00%
129.1
5000
750 820 540 550 550 900
39. - - - - -
oﬂ—,—eﬂ—ML. A 807 2245 364s 4368 Tn/z 102.00 38.04%
m/z--> 50 100 150 200 250 300 350 400
Abundance #13071: Quinoline
129.0
5000 T
8.20 8.40 8.60 8.80 9.00
m/z 127.95 21.73%
51.0
0""NW“®?QM' SRR DAL SRR SRR SR SR
m/z--> 50 100 150 200 250 300 350 400
Abundance
129.0
8.20 8.40 8.60 8.80 9.00
5000 m/z 75.00 15.93%
51.0
89.0
e S L L WL L LA UL B BN
m/z--> 50 100 150 200 250 300 350 400
Abundance #13081: Benzeneacetonitrile, .alpha.-methylene-
129.0 8.20 8.40 8.60 8.80 9.00
m/z 49.95 15.76%
5000
51.0
0l18.0 9.0
m/z--> 50 100 150 200 250 300 350 400 ' 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107429.D

Aca On 17 Jul 2018 3:26

Operator : JU/SJ

Sample : J3954-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 unknown8.70 Concentration Rank 10

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

8.70 6.43 ng 421391 Naphthalene-d8 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. 3-methvl- 136 C8H802 000099-04-7 25
2 Benzeneacetic acid 136 C8H802 000103-82-2 15
3 Benzoic acid. 4-methvl- 136 C8H802 000099-94-5 14
4 Benzaldehvde. 2-amino-. oxime 136 C7H8N20 003398-07-0 14
5 Benzenemethanol, 3,5-dimethyl- 136 C9H120 027129-87-9 11

Abundance Scan 1082 (8.701 min): BF107429.D (-1076) (-) m/z 91.05 100.00%
91.0
5000 136.0

8.40 8.60 8.80 9.00

298.6 355.5 394.4

0 m/z 136.00 48.67%
m/z--> 50 100 150 200 250 300 350 400
Abundance #16289: Benzoic acid, 3-methyl-
91.0
136.0
5000 L e  EEmEs ma ]
8.40 8.60 8.80 9.00
0
39.0 m/z 135.00 41 .50%
o waJ.HJ,.W.H,.. .
m/z--> 50 100 150 200 250 300 350 400
Abundance
91.0
8.40 8.60 8.80 9.00
5000 m/z 119.00 40.41%
136.0
39.0
O~ T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #16287: Benzoic acid, 4-methyl-
91.0 8.40 8.60 8.80 9.00
136.0 m/z 109.00 33.86%
5000
39.0 \ ‘
m/z--> 50 100 150 200 250 300 350 400 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107429.D

Aca On 17 Jul 2018 3:26

Operator : JU/SJ

Sample : J3954-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 Isoquinoline Concentration Rank 5

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

8.78 27.68 ng 1814650 Naphthalene-d8 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isoaquinoline 129 C9H7N 000119-65-3 96
2 Quinoline 129 C9H7N 000091-22-5 96
3 2.4-Dicvanopvridine 129 C7H3N3 029181-50-8 83
4 2-Propenenitrile. 3-phenvl-., (E)- 129 C9H7N 001885-38-7 72
5 Pyridine-3,4-dicarbonitrile 129 C7H3N3 001633-44-9 72

Abundance Scan 1095 (8.777 min): BF107429.D (-1087) (-) m/z 129.00 100.00%
129.0
5000
750 8.40 8.60 8.80 9.00 920
39. : - - : :
o‘ﬁﬁ—ﬁﬂﬂiﬂjh e 1661 2182 2646 3293 88710 Tn/z 102.00  43.17%
m/z--> 0 50 100 150 200 250 300 350
Abundance #13076: Isoquinoline
129.0
5000
8.40 8.60 8.80 9.00 9.20
51.0 m/z 128.10 20.39%
bk @0V
m/z--> 0 50 100 150 200 250 300 350
Abundance
129.0
8.40 8.60 8.80 9.00 9.20
5000 m/z 75.00 18.37%
51.0
98.0
L S L W WL S UL BN
m'z--> 0 50 100 150 200 250 300 350
Abundance #13014: 2,4-Dicyanopyridine
129.0 8.40 8.60 8.80 9.00 9.20
m/z 76.00 17.16%
5000 510
89.0
01?-91“,1\,44.,“‘,‘,i,, R
m'z--> 0 50 100 150 200 250 300 350 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107429.D

Aca On 17 Jul 2018 3:26

Operator : JU/SJ

Sample : J3954-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 1H-Inden-1-one, 2,3-dihydro- Concentration Rank 15

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

8.85 4.01 ng 263137 Naphthalene-d8 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Inden-1-one. 2.3-dihvdro- 132 C9H80 000083-33-0 87
2 Pvrazolo(2.3-a)pvridine. 7-methvl- 132 C8H8N2 034760-58-2 76
3 2H-Inden-2-one. 1.3-dihvdro- 132 C9H80 000615-13-4 59
4 1.3.5.7-Cvclooctatetraene 104 C8H8 000629-20-9 55
5 Bicyclo[4.2.0]octa-1,3,5-triene 104 C8HS8 000694-87-1 55

Abundance Scan 1107 (8.848 min): BF107429.D (-1105) (-) m/z 104.00 100.00%
104.0
55.0
5000
162.8 229 1 3241 452.7 8.60 8.80 9.00 9.20
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #14547: 1H-Inden-1-one, 2,3-dihydro-
132.0
5000
510 8.60 8.80 9.00 9.20
' m/z 55.00 69.75%
o
0.‘.“.,‘.“.”.‘.,”.. ‘.|....|....|....|....|....|....|.
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
132.0
" 860 8.80 9.00 9.20
5000 m/z 78.10 53.69%
390 780
L L L B L W L B LS UL
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #14543: 2H-Inden-2-one, 1,3-dihydro-
104.0 8.60 8.80 9.00 9.20
m/z 102.95 42 .81%
5000
51.0
L L U L L WL UL UL
m/z--> 50 100 150 200 250 300 350 400 450 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107429.D

Aca On 17 Jul 2018 3:26

Operator : JU/SJ

Sample : J3954-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 unknown8.94 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
8.94 2.83 ng 185347 Naphthalene-d8 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.10-Dimethvl-3-oxoundec-9-enoic... 240 C14H2403 1000193-66-2 22
2 Cvclohexane. (1.2-dimethvlproovl)- 154 C11H22 051284-29-8 14
3 Cvclohexanecarboxvlic acid. 1l-et... 156 C9H1602 001124-98-7 14
4 2-Hexene. 2.5-dimethyl- 112 C8H16 003404-78-2 11
5 Bicyclo[3.2.2]non-3-en-2-one, 6,... 150 C9H1002 1000155-95-4 11

Abundance Scan 1123 (8.942 min): BF107429.D (-1120) (-) m/z 69.10 100.00%

5000

207.2 234.3 Heq 7 8.60 8.80 9.00 9.20

306.8

0 m/z 39.00 55.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #93927: 2,10-Dimethyl-3-oxoundec-9-enoic acid, methyl ester
69.0
41.0
5000 108.0 LR AR N UL IR

8.60 8.80 9.00 9.20
m/z 95.10 54 .64%

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
69.0
111.0 RSN RAASE SRR RN
8.60 8.80 9.00 9.20
5000 m/z 111.00 50.76%
43.0
154.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #29065: Cyclohexanecarboxylic acid, 1-ethyl- R B e
69.0 8.60 8.80 9.00 9.20
m/z 41.10 48.99%
410 111.0
5000
‘ ‘ 156.0
OI””I”JI‘w“LuP”'Jhﬁ”'“””l””"”'”"”"”W”'W“” BRSNS SRS RN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107429.D

Aca On 17 Jul 2018 3:26

Operator : JU/SJ

Sample : J3954-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 Isoquinoline, 1-methyl- Concentration Rank 4

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

9.04 33.27 ng 2180980 Naphthalene-d8 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isoaquinoline., 1-methvl- 143 C10HSN 001721-93-3 91
2 Quinoline. 2-methvl- 143 C10HSN 000091-63-4 90
3 Quinoline. 4-methvl- 143 C10HSN 000491-35-0 87
4 Quinoline. 3-methvl- 143 C10HSN 000612-58-8 81
5 2-Naphthalenamine 143 C10HSN 000091-59-8 81

Abundance Scan 1140 (9.042 min): BF107429.D (-1132) (-) m/z 143.10 100.00%
148.1
5000
quoll 191.0 237.1 316.9 365.8405.8 508.1 8.80 9.00 920 940
IESUL PO DWW B o0 S SN LA (8L ACCR EE———_ca m/z 115.00 26.54%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #20104: Isoquinoline, 1-methyl-
143.0
5000
8.80 9.00 9.20 9.40
m/z 128.00 18.45%
0..ﬂﬁhﬂufitJ,”..,”..,”..,”..,”..,”..,”..,”
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
143.0
880 9.00 9.20 940
5000 m/z 142.10 16.23%
51.0 101.0
e S B L L I UL S WL LS B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #20086: Quinoline, 4-methyl-
148.0 8.80 9.00 9.20 9.40
m/z 116.10 12 _.30%
5000
. SqugoL
mz-> 50 100 150 200 250 300 350 400 450 500 8.80 9.00 920 9.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107429.D

Aca On 17 Jul 2018 3:26

Operator : JU/SJ

Sample : J3954-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 Naphthalene, 1-methyl- Concentration Rank 6

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

9.08 14.93 ng 978692 Naphthalene-d8 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 64
2 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 64
3 1H-Indene. l1l-ethvlidene- 142 C11H10 002471-83-2 52
4 1.4-Methanonaphthalene. 1.4-dihv... 142 C11H10 004453-90-1 52
5 2,5-Difluorobenzaldehyde 142 C7H4F20 002646-90-4 38

Abundance Scan 1146 (9.077 min): BF107429.D (-1142) (-) m/z 142.05 100.00%
1491
91.0
5000
51.0
8.80 9.00 9.20 9.40
o Ay .J.I 'l! 987 24752812 3820 m/z 141.10 89.40%
m/z--> 50 100 150 200 250 300 350
Abundance #19233: Naphthalene, 2-methyl-
142.0
5000

8.80 9.00 9.20 9.40
m/z 91.00 69.70%

027'0‘ ‘6\%.?“ i 11‘\'0 ‘
—— T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance
142.0
8.80 9.00 9.20 9.40
5000 m/z 115.00 51.98%
270 630 1130
O L B e e I e e o e e T A o s s s o o
m/z--> 50 100 150 200 250 300 350
Abundance #19241: 1H-Indene, 1-ethylidene-
141.0 8.80 9.00 9.20 9.40
m/z 104.10 46 .05%
5000
%9 g
ob— Wwv.ﬂ,.‘.. R e e e e LA e e o o o S
m/z--> 50 100 150 200 250 300 350 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107429.D

Aca On 17 Jul 2018 3:26

Operator : JU/SJ

Sample : J3954-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 unknown9.21 Concentration Rank 17

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

9.21 3.43 ng 161808 Acenaphthene-d10 10.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Pvrrole. 1-butvl- 123 C8H13N 000589-33-3 46
2 1.1-Cvyclohexane diacetic acid 200 C10H1604 009355-11-7 38
3 1-Decvne 138 C10H18 000764-93-2 32
4 Spirol3.51Tnonan-1-one 138 C9H140 029800-45-1 25
5 Cyclohexane, 1,3-dichloro- 152 C6H10CI2 055887-78-0 16

Abundance Scan 1169 (9.213 min): BF107429.D (-1167) (-) m/z 81.00 100.00%
81.0
105.0 150.1
5000

1789  217.6 5914 | 880 9.00 9.20 9.40 9.60

0 m/z 67.10 56.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #10218: 1H-Pyrrole, 1-butyl-
81.0
5000 1230 | BN L L L L LB L
41.0 8.80 9.00 9.20 9.40 9.60
m/z 105.00 53.79%
0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
81.0
R e s e  RERE R
8.80 9.00 9.20 9.40 9.60
5000 m/z 150.10 53.50%
9.0 123.0
o 15.0 154.0 182.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #16846: 1-Decyne

8.80 9.00 9.20 9.40 9.60
m/z 80.00 43.20%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 880 9.00 920 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107429.D

Aca On 17 Jul 2018 3:26

Operator : JU/SJ

Sample : J3954-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 1-Phenyl-1-cyclopropanecarb... Concentration Rank 12

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

9.25 4.43 ng 208802 Acenaphthene-d10 10.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Phenvl-1-cvclopropanecarbonitrile 143 C10H9N 000935-44-4 87
2 lIsoquinoline. 1-methvl- 143 C10HSN 001721-93-3 64
3 11-Azabicvclol4.4_11lundeca-1.3.5... 143 C10HON 004753-55-3 49
4 Quinoline. 4-methvl- 143 C10HSN 000491-35-0 49
5 Quinoline, 3-methyl- 143 C10HSN 000612-58-8 46

Abundance Scan 1175 (9.248 min): BF107429.D (-1172) (-) m/z 142.95 100.00%
149.9
115.0
5000
57.0
89.0
178.1 9.00 9.20 9.40 9.60
ol W rrerrrocmg 200 324 Tn/z 115.00  67.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #20107: 1-Phenyl-1-cyclopropanecarbonitrile
115.0 143.0
5000
9.00 9.20 9.40 9.60
510 890 m/z 115.95 39.16%
0 :!'ISIIOI\”I‘I”\‘HI\\””‘ Ilh” “... | ”” l... T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
143.0
9.00 9.20 9.40 9.60
5000 m/z 57.05 35.24%
115.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #20110: 11-Azabicyclo[4.4.1Jundeca-1,3,5,7,9-pentaene e A BAEEE S S
143.0 9.00 9.20 9.40 9.60
0,
115.0 m/z 105.00 35.18%
5000
39.0 890
0‘ —rrrrrrrrrrrrv—rrrrv—rrrn—rrrrrrrrrrrrrrrrrrrrrrrrrrrr LUBLIN I N O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107429.D

Aca On 17 Jul 2018 3:26

Operator : JU/SJ

Sample : J3954-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 unknown9.27 Concentration Rank 18

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

9.27 3.40 ng 160465 Acenaphthene-d10 10.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane. 2-methoxv-1-(2-methviallvl) 202 C14H180 1000196-88-9 25
2 p..beta.-Dinitrostvrene 194 C8H6N204 003156-41-0 20
3 2-Hvdroxvskatole 147 C9HONO 1000378-98-6 18
4 Quinoline. 1.2.3.4-tetrahvdro-3-... 147 C10H13N 020668-20-6 14
5 Benzeneacetaldehyde, .alpha.-eth... 146 C10H100 004411-89-6 11

Abundance Scan 1179 (9.272 min): BF107429.D (-1177) (-) m/z 147.20 100.00%
57.0 2
5000
480.3 9.00 9.20 9.40 9.60
(o} m/z 117.10 91.02%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #62748: Indane, 2-methoxy-1-(2-methylallyl)
147.0
5000
9.00 9.20 9.40 9.60
m/z 57.00 89.54%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance
30.0
1020 .o Al s S
194.0 9.00 9.20 9.40 9.60
5000 m/z 115.00 82.19%
e L L L UL L B WL B BRI
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #22516: 2-Hydroxyskatole
147.0 9.00 9.20 9.40 9.60
m/z 55.05 80.68%
5000
62.0
OI"JI""P"'I”"I"”I""P"'I'”'I"'W"" RN S R R R
mz-> 0 50 100 150 200 250 300 350 400 450 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107429.D

Aca On 17 Jul 2018 3:26

Operator : JU/SJ

Sample : J3954-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 7-Methylindan-1-one Concentration Rank 14

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

9.59 4.19 ng 197817 Acenaphthene-d10 10.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Methvlindan-1-one 146 C10H100 039627-61-7 50
2 Benzene. 1l-ethenvl-3-methvl- 118 C9H10 000100-80-1 38
3 2-Ethvl-2.3-dihvdro-1H-indene 146 C11H14 056147-63-8 38
4 Benzene. l-ethenvl-2-methvl- 118 C9H10 000611-15-4 38
5 (2)-1-Phenylpropene 118 C9H10 000766-90-5 38

Abundance Scan 1233 (9.589 min): BF107429.D (-1231) (-) m/z 117.00 100.00%
117.0
5000 55.0
3 1%52.1 AR AR LR LA
194.1 3043 . 9.20 9.40 9.60 9.80 10.00
ol 380 S04S  36L7T 408 7 146.05  67.55%
m/z--> 50 100 150 200 250 300 350 400
Abundance #21536: 7-Methylindan-1-one
146.0
5000
115.0 9.20 9.40 9.60 9.80 10.00
0
39.0 71% m/z 109.10 58.68%
0...‘ﬁ‘i‘“‘.““.“‘h.H‘l“‘.“..‘. — T
m/z--> 50 100 150 200 250 300 350 400
Abundance
117.0
920 9.40 9.60 9.80 10.00
5000 m/z 118.05 55.71%
390 o
L L L WL L LA L
m/z--> 50 100 150 200 250 300 350 400
Abundance #21617: 2-Ethyl-2,3-dihydro-1H-indene RUATA AR S G A I A
117.0 9.20 9.40 9.60 9.80 10.00
m/z 55.05 49.39%
5000
79 | papo
0::::‘:“::‘:“::'::.|||| —— —— ———T ——T — S —
m/z--> 50 100 150 200 250 300 350 400 920 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107429.D

Aca On 17 Jul 2018 3:26

Operator : JU/SJ

Sample : J3954-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 unknown9.65 Concentration Rank 16

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

9.65 3.80 ng 179116 Acenaphthene-d10 10.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11-Oxatricvclol6.2.1.0(1.6)1lunde... 164 C10H1202 106247-65-8 43
2 1H-Imidazole. 2-ethvl-4-methvl- 110 C6H10N2 000931-36-2 35
3 1-Cvclohexene-1-carboxaldehvde. ... 152 C10H160 021391-98-0 25
4 3-Pvridinecarboxvlic acid. 1.2-d... 139 C6H5NO03 000609-71-2 22
5 2(1H)-Pyridinone, 1-methyl- 109 C6H7NO 000694-85-9 11

Abundance Scan 1243 (9.648 min): BF107429.D (-1241) (-) m/z 95.05 100.00%
5000
219.2 289.4 9.40 9.60 9.80 10.00
o 3339, 3900 m/z 109.05  64.81%
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #33475: 11-Oxatricyclo[6.2.1.0(1,6)Jundec-9-en-2-one
110.0
5000 LRI LI L RN B
9.40 9.60 9.80 10.00
390 164.0 m/z 97.10 55.51%
0 ...‘!‘l‘m.““.”.“a”‘l‘“‘k‘“.‘.‘l....l....l....l....l....|....|....|
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance
109.0
940 9.60 9.80 10.00
5000 m/z 69.10 54 .80%
54.0
15.0
L U L U L UL B I BRI WL
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #25323: 1-Cyclohexene-1-carboxaldehyde, 4-(1-methylethyl)- R EmEEES L
410 109.0 9.40 9.60 9.80 10.00
m/z 39.00 47 .51%
5000
152.0
Y I L I L S R W B RS SR U IR B
m/z-> 0 50 100 150 200 250 300 350 400 450 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107429.D

Aca On 17 Jul 2018 3:26

Operator : JU/SJ

Sample : J3954-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 Quinoline, 2,4-dimethyl- Concentration Rank 11

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

9.80 5.52 ng 260262 Acenaphthene-d10 10.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Quinoline. 2.4-dimethvl- 157 C11H11N 001198-37-4 94
2 Quinoline. 2.3-dimethvl- 157 C11H11N 001721-89-7 91
3 OQuinoline. 2.7-dimethvl- 157 C11H11N 000093-37-8 87
4 Quinoline. 4.8-dimethvl- 157 C11H11N 013362-80-6 81
5 2,8-Dimethylquinoline 157 C11H11N 001463-17-8 74

Abundance Scan 1269 (9.801 min): BF107429.D (-1266) (-) m/z 157.10 100.00%
157.1
5000
115.1
9.40 9.60 9.80 10.00 10.20
206.1
ol Ml o 2001 3120 3495 3866 oo 50 30575
m/z--> 50 100 150 200 250 300 350 400
Abundance #29212: Quinoline, 2,4-dimethyl-
157.0
5000 SRR R R PR N
9.40 9.60 9.80 1000 1020
115.0 m/z 156.05 28.77%
63.0 ‘
0III\Iiwl\ulwhhl‘lll\lw“llw‘ ‘||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400
Abundance
157.0
9.40 9.60 9.80 10.00 10.20
5000 m/z 158.20 15.79%
115.0
63.0
NS L L L L UL BN
m/z--> 50 100 150 200 250 300 350 400
Abundance #29210: Quinoline, 2,7-dimethyl-
157.0 9.40 9.60 9.80 10.00 10.20
m/z 94.20 14.19%
5000
115.0
0 270 63UOI Il Jl Ay 1
m/z--> 5|0 1(|)0 15|0 200 250 300 35|0 400 940 9. %O 980 10.00 10.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107429.D

Aca On 17 Jul 2018 3:26

Operator : JU/SJ

Sample : J3954-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 unknown9.88 Concentration Rank 9

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

9.88 6.49 ng 306170 Acenaphthene-d10 10.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acrvlic acid. 3-(3.4.5-trimethox... 389 C22H31NO5 1000310-98-0 22
2 Thiophene. 2.3-dichloro- 152 C4H2CI2S 017249-79-5 22
3 Biphenvlene 152 C12H8 000259-79-0 18
4 6.7.8.9-Tetrahvdro-5H-T1.2.4T1tri... 152 C7H12N4 052333-20-7 18
5 Formhydrazide, 2-pyridylthio- 169 C6H7N30S 1000259-37-0 18

Abundance Scan 1282 (9.877 min): BF107429.D (-1280) (-) m/z 155.05 100.00%
155.1
5000
39.0
779 109.1
: 208.3 9.60 9.80 10.00 10.20
o bt o S118 L0 TRz 54 . 10 89.62%
m/z--> 50 100 150 200 250 300 350
Abundance #207069: Acrylic acid, 3-(3,4,5-trimethoxyphenyl)-, (octah...
152.0
5000
410 9.60 9.80 10.00 10.20
96.0 m/z 38.95 31.65%
0 ‘ u“ Hu\“ ‘\ \I H \\ “‘ \190'0221'0 255.0 306.0 358'0389'0
m/z--> 50 100 150 200 250 300 350 '
Abundance
152.0
'9.60 9.80 10.00 10.20
5000 117.0 m/z 55.00 27 .46%
73.0
37.0
L L WL WU UL WL AL
m/z--> 50 100 150 200 250 300 350
Abundance #25456: Biphenylene e BRREEEE
152.0 9.60 9.80 10.00 10.20
m/z 41.00 20.73%
5000
63.0
0,2;7;04,|4H| A I R
m/z--> 100 150 200 250 300 350 9.60 9.80 10.00 10.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF071618\
Data File : BF107429.D

Acq On 17 Jul 2018 3:26

Operator : JU/SJ

Sample - J3954-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071618_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]
2-Pentanone, 4-hy... 5.21 4.2 ng 253155 1 6.98 1193030 20.0
unknown6.75 6.75 68.8 ng 4101350 1 6.98 1193030 20.0
Benzaldehyde, 2-h... 7.23 8.0 ng 474261 1 6.98 1193030 20.0
Ethanol, 2-(2-but... 8.16 8.9 ng 581551 2 8.27 1310960 20.0
1,2-Benzisothiazole 8.54 3.0 ng 198543 2 8.27 1310960 20.0
Quinoline 8.63 61.1 ng 4006910 2 8.27 1310960 20.0
unknown8.70 8.70 6.4 ng 421391 2 8.27 1310960 20.0
Isoquinoline 8.78 27.7 ng 1814650 2 8.27 1310960 20.0
1H-Inden-1-one, 2... 8.85 4.0 ng 263137 2 8.27 1310960 20.0
unknown8 .94 8.94 2.8 ng 185347 2 8.27 1310960 20.0
Isoquinoline, 1-m... 9.04 33.3 ng 2180980 2 8.27 1310960 20.0
Naphthalene, 1-me... 9.08 14.9 ng 978692 2 8.27 1310960 20.0
unknown9.21 9.21 3.4 ng 161808 3 10.03 943419 20.0
1-Phenyl-1-cyclop... 9.25 4.4 ng 208802 3 10.03 943419 20.0
unknown9 .27 9.27 3.4 ng 160465 3 10.03 943419 20.0
7-Methylindan-1-one 9.59 4.2 ng 197817 3 10.03 943419 20.0
unknown9 .65 9.65 3.8 ng 179116 3 10.03 943419 20.0
Quinoline, 2,4-di... 9.80 5.5 ng 260262 3 10.03 943419 20.0
unknown9 .88 9.88 6.5 ng 306170 3 10.03 943419 20.0
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