LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100839.D

Aca On : 22 Nov 2017 22:35

Operator : SJ/JU

Sample : 16505-08

Misc :

ALS Vial : 12 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF110817.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 2.140 7 9 25 rvB 50658 103936 4.33% 0.438%
2 2.657 94 97 106 rVB 33285 51524 2.14% 0.217%
3 3.828 292 296 306 rBV 72551 102598 4.27% 0.432%
4 4.199 353 359 364 rBV 372272 470933 19.60% 1.985%
5 5.081 505 509 516 rBV 48766 59190 2.46% 0.249%
6 5.475 572 576 580 rBVY 1049188 916696 38.16% 3.863%
7 6.481 743 747 755 rVB 620964 581311 24.20% 2.450%
8 6.628 767 772 775 rBVY 1779868 1701343 70.82% 7.170%
9 6.781 795 798 802 rVB2 49444 40528 1.69% 0.171%
10 6.857 808 811 814 rBV 588388 479139 19.94% 2.019%
11 6.916 818 821 826 rVB 68996 62232 2.59% 0.262%
12 7.016 831 838 841 rBVY 1890738 1664940 69.31% 7.017%
13 7.075 846 848 853 rVB 30633 28481 1.19% 0.120%
14 7.204 863 870 873 rBV5 17672 37881 1.58% 0.160%

15 7.428 902 908 910 rBV 1250984 1310131 54.54% 5.521%

16 7.569 930 932 934 rBV2 25072 24317 1.01% 0.102%
17 7.692 944 953 956 rVB 187639 355121 14.78% 1.497%
18 7.875 978 984 986 rBv4 66702 100745 4._.19% 0.425%

19 7.939 991 995 997 rBV3 21742 30778 1.28% 0.130%
20 7.998 1001 1005 1008 rVvB3 62148 78438 3.27% 0.331%
21 8.051 1012 1014 1022 rBV7 27478 52644 2.19% 0.222%

22 8.139 1026 1029 1032 rBV 735659 624352 25.99% 2.631%
23 8.345 1053 1064 1066 rBV3 147234 357161 14.87% 1.505%
24 8.386 1066 1071 1075 rVvB2 302058 511371 21.29%% 2.155%
25 8.469 1075 1085 1090 rBV5 215385 659522 27.45% 2.779%

26 8.586 1095 1105 1108 rvv4 556821 1526778 63.55% 6.434%
27 8.616 1108 1110 1112 rVV 331864 385874 16.06% 1.626%
28 8.639 1112 1114 1116 rVV 529038 470204 19.57% 1.982%
29 8.663 1116 1118 1119 rVV 164069 113345 4.72% 0.478%
30 8.675 1119 1120 1122 rVB 57968 35196 1.47% 0.148%

31 8.739 1127 1131 1132 rBV2 171789 163876 6.82% 0.691%
32 8.757 1132 1134 1136 rVB 233234 150560 6.27% 0.635%
33 8.781 1136 1138 1141 rVB 90417 71327 2.97% 0.301%
34 8.822 1141 1145 1147 rBV5S 47160 67397 2.81% 0.284%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100839.D

Aca On : 22 Nov 2017 22:35

Operator : SJ/JU

Sample : 16505-08

Misc :

ALS Vial : 12 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF110817.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 8.857 1147 1151 1153 rBV2 234408 217738 9.06% 0.918%

36 8.904 1156 1159 1161 rVvv4 46352 48382 2.01% 0.204%
37 8.951 1165 1167 1171 rVB5 38038 41502 1.73% 0.175%
38 8.998 1171 1175 1176 rBv4 29503 28312 1.18% 0.119%
39 9.016 1176 1178 1182 rVB3 41592 52677 2.19% 0.222%
40 9.051 1182 1184 1186 rBV2 32907 32229 1.34% 0.136%
41 9.145 1198 1200 1204 rVB5 36849 35812 1.49% 0.151%
42 9.222 1207 1213 1216 rVV 2475738 2402320 100.00% 10.124%
43 9.269 1217 1221 1222 rVV3 30454 36872 1.53% 0.155%
44 9.316 1226 1229 1233 rVV2 114823 149325 6.22% 0.629%
45 9.351 1233 1235 1238 rVVv2 70692 65701 2.73% 0.277%
46 9.381 1238 1240 1243 rVV3 26279 27910 1.16% 0.118%
47 9.416 1243 1246 1248 rVV2 62222 65459 2.72% 0.276%
48 9.439 1248 1250 1252 rVV 53140 43396 1.81% 0.183%
49 9.492 1256 1259 1261 rVv4 37878 42314 1.76% 0.178%
50 9.522 1261 1264 1266 rvVvVv2 78937 90801 3.78% 0.383%
51 9.545 1266 1268 1273 rVV 72260 98803 4.11% 0.416%
52 9.586 1273 1275 1279 rVVv4 49636 75972 3.16% 0.320%
53 9.645 1282 1285 1287 rVB2 40838 34104 1.42% 0.144%

54 9.710 1292 1296 1301 rBV3 203467 282351 11.75% 1.190%
55 9.851 1309 1320 1322 rBV 408807 729972 30.39% 3.076%

56 9.869 1322 1323 1325 rVV2 127764 106917 4._.45% 0.451%
57 9.898 1325 1328 1331 rVV 754409 709781 29.55% 2.991%

58 9.922 1331 1332 1334 rVvVv2 87878 44188 1.84% 0.186%
59 9.951 1334 1337 1339 rVvv3 47277 38782 1.61% 0.163%
60 10.104 1361 1363 1365 rBV2 41206 31298 1.30% 0.132%
61 10.157 1369 1372 1375 rBV 93861 81991 3.41% 0.346%
62 10.245 1385 1387 1390 rVB2 74469 58444 2.43% 0.246%
63 10.433 1417 1419 1421 rBV3 35669 42337 1.76% 0.178%
64 10.610 1446 1449 1451 rBV2 42329 50076 2.08% 0.211%

65 10.686 1458 1462 1465 rBV 1159200 1195577 49.77% 5.039%

66 10.810 1479 1483 1486 rBV 195860 185740 7.73% 0.783%
67 11.386 1577 1581 1584 rBV 668780 547653 22.80% 2.308%
68 11.686 1629 1632 1635 rVB 69730 72233 3.01% 0.304%
69 11.916 1668 1671 1674 rBV 228927 198344 8.26% 0.836%
70 12.698 1801 1804 1810 rVB 243142 252613 10.52% 1.065%

71 12.969 1846 1850 1854 rVB 1352219 1279046 53.24% 5.390%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100839.D

Aca On : 22 Nov 2017 22:35

Operator : SJ/JU

Sample : 16505-08

Misc :

ALS Vial : 12 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - 0 Peak Location: TOP

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF110817.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

72 14.027 2027 2030 2034 rVB 442750 366793 15.27% 1.546%
73 15.504 2276 2281 2288 rVB 367579 474744 19.76% 2.001%

Sum of corrected areas: 23728378
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF112217\

BF100839.D

22 Nov 2017 22:35

SJ/Ju

16505-08

12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
2500000

2000000
1500000
1000000

500000

.14
R

TIC: BF100839.D

7.02
6.63

7.43
5.47

6.86

7.69

#0720 || 7.57] 7

2.66 3.83 5.08

0

Time-->

5.00

7.50

™1
2.50

3.00

3.50

4.00

4.50

Abundance
2500000

2000000
1500000
1000000

500000

off:

TIC: BF100839.D
22

12.97

10.69

Time-->

12.50 13.00

13.50

10.50 11.00

11.50 12.00

Abundance
2500000

2000000

1500000

1000000

500000

TIC: BF100839.D

14.03

15.50

Time-->

14.00

18.00 18.50 19.00

16.50 17.00 17.50

14.50 15.00

15.50 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100839.D

Aca On : 22 Nov 2017 22:35

Operator : SJ/JU

Sample : 16505-08

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 18

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

2.14 4.34 ng 103936 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
2 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 38
3 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 9
4 Propane. 2-methoxy-2-methvl- 88 C5H120 001634-04-4 9
5 Isobutylamine 73 C4H11N 000078-81-9 5

Abundance Scan 9 (2.140 min): BF100839.D (-7) (-) m/z 73.05 100.00%
73.0
5000 43.1
55.0
87.0 A
| | | 2.20 2.30 2.40 2.50 2.60
o L T e o o m/z 43.10 44.55%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4492: Butane, 2-methoxy-2-methyl-
73.0
5000
430 950 2.20 2.30 2.40 2.50 2.60
970 87.0 m/z 55.00 32.00%
0"|""|"'H““"'Ml'h' P""F?R'itl"l""l"'%q%q"l
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
73.0
1220 2.30 2.40 2.50 2.60
5000 55.0 m/z 87.05 22 .68%
43.0
ol 150 *70 65.0 830 980
miz-> 10 20 30 40 50 60 70 8 9 100
Abundance #7506: 2—Methy|—5—hexen—3—0| L L L L B BB B
73.0 2.20 2.30 2.40 2.50 2.60
550 m/z 41.00 17 .34%
43.0
5000
270
15.0 M\ “ 810
0"P"'I”"I'”'I"”I""P"'I”"I'”'I"”I"'W
m/z--> 10 70 80 90 100 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100839.D

Aca On : 22 Nov 2017 22:35

Operator : SJ/JU

Sample : 16505-08

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 2-Hexanol Concentration Rank 19

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

3.83 4.28 ng 102598 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexanol 102 C6H140 000626-93-7 83
2 2-Pentanol. 4-methvl- 102 C6H140 000108-11-2 83
3 2-Hexanol. (S)- 102 C6H140 052019-78-0 64
4 2-Hexanol. (R)- 102 C6H140 026549-24-6 43
5 2-Heptanol 116 C7H160 000543-49-7 40

Abundance Scan 296 (3.828 min): BF100839.D (-292) (-) m/z 45.10 100.00%
481
5000
57.0 69|-1 870 340 3.60 3.80 4.00 4.20
o o ot S L 1 e s m/z 43.10 24 .39%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #4407: 2-Hexanol
45.0
5000 RSN RS AR AR A
3.40 3.60 3.80 4.00 4.20
270 69.0 m/z 41.10 18.33%
o 10 || a7l 580 | 870 1020
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance
45.0
340 3.60 3.80 4.00 4.20
5000 m/z 69.10 15.70%
27.0 69.0
o 18.0 37.0 57.0 87.0 1010
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance #4420: 2-Hexanol, (S)- A R
48.0 3.40 3.60 3.80 4.00 4.20
m/z 44.10 8.20%
5000
J 10 2049 ss0 %0 87.0 1010
m/z--> 10 20 30 40 50 60 70 8 9 100 3.40 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100839.D

Aca On : 22 Nov 2017 22:35

Operator : SJ/JU

Sample : 16505-08

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 2-Pentanone, 4,4-dimethyl- Concentration Rank 5

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

4.20 19.66 ng 470933 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4.4-dimethvl- 114 C7H140 000590-50-1 90
2 2-Hexanone. 5-methvl- 114 C7H140 000110-12-3 90
3 1-Butoxv-2-propanol acetate 174 C9H1803 085409-76-3 64
4 2-Heptanone 114 C7H140 000110-43-0 50
5 2-Hexanone, 4-methyl- 114 C7H140 000105-42-0 45

Abundance Scan 359 (4.199 min): BF100839.D (-353) (-) m/z 43.00 100.00%
43.0
5000 57.1

AN
LINLEL I L L L L LB L B

3.80 4.00 4.20 4.40 4.60
711 86.1 99.1 1141
..,....,....,....',|=...,..-:.',....,....,....,....',....,.:..,....,....,....,....,.... m/z 57.10 44.37%

0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #7575: 2-Pentanone, 4,4-dimethyl-
43.0
5000 570 | BLJNLNLINLN LIS L L L L LB LB L
3.80 4.00 4.20 4.40 4.60
29.0 m/z 58.00 32.78%
150 ©1 || 710 850 90 1140
O e P R T T T e [ e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
43.0
I e o e R
3.80 4.00 4.20 4.40 4.60
5000 m/z 41.10 19.57%
58.0
27.0 71.0

85.0 99.0 114.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #41625: 1-Butoxy-2-propanol acetate Amaas e e R
43.0 3.80 4.00 420 4.40 4.60
57.0 m/z 59.10 8.87%
5000
870 114.0
29.0 :
0 150 | an ulll 73\'0 ‘ 101.0 131.0 159.0
e e e e e e e e e e R  ABdRREEE LS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 380 4.00 420 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100839.D

Aca On : 22 Nov 2017 22:35

Operator : SJ/JU

Sample : 16505-08

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknown6.63 Concentration Rank 1

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

6.63 71.02 ng 1701340 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
2 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 772 (6.628 min): BF100839.D (-767) (-) m/z 132.00 100.00%
13%.0
5000 68.1
96.1 DU SR S
40.1 g4 6.20 6.40 6.60 6.80 7.00
ol 82.0 e m/z 68.10 40.49%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony!
57.0 132.0
74.0
5000 98.0 116.0 I IR LN IR A
6.20 6.40 6.60 6.80 7.00
m/z 134.00 32.59%
| I .M,u‘..JM. nh.,Hh..Mw. My 1580 ...,%?99.
m/z--> 20 40 60 100 120 140 160 180
Abundance
132.0
97.0 620 640 6.60 6.80 7.00
5000 m/z 66.10 24 .64%
70.0
52.0
310 116.0
L S B L UL UL N L W B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- e R RmE EEmmE S
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 16.27%
117.0
5000
91.0
S
0 ||‘||||||“N||‘l‘|||“|||=||‘|‘||l‘ |l“| T
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100839.D

Aca On : 22 Nov 2017 22:35

Operator : SJ/JU

Sample : 16505-08

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 3,3-Dimethylheptanoic acid Concentration Rank 10

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

7.69 11.38 ng 355121 Naphthalene-d8 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.3-Dimethvlheptanoic acid 158 C9H1802 067061-30-7 83
2 Hexanoic acid. 3.5.5-trimethvl- 158 C9H1802 003302-10-1 83
3 Hexanovl chloride. 3.5.5-trimethvl- 176 C9H17CIO 036727-29-4 42
4 4.4-Dimethvl-2-pentanol. chlorod... 228 C9H15CIF202 1000376-27-0 32
5 Propanoic acid, 2,2-dimethyl-, c... 184 C11H2002 029878-49-7 32

Abundance Scan 953 (7.692 min): BF100839.D (-944) (-) m/z 57.10 100.00%
1

5000

103.1 7.40 7.60 7.80 8.00

1251 1431

01 m/z 83.10 39.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #30216: 3,3-Dimethylheptanoic acid
57.0
5000 83.0
41.0 7.40 7.60 7.80 8.00
m/z 41.05 33.10%
b0 00 |80 19040
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
57.0
M e
41.0 7.40 7.60 7.80 8.00
5000 ’ 83.0 m/z 56.10 20.93%
27.0 103.0
o 70.0 1250 1430 1590
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #43024: Hexanoy! chloride, 3,5,5-trimethyl- R BaE S L
57.0 7.40 7.60 7.80 8.00
m/z 55.10 15.90%
83.0
5000
41.0
mo”P\M JL 700 | 970 11201250 1410 ¢ g
e RAA ARanEaEas oo B e RAd RARAA RAZE B ARE AL Rl R B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100839.D

Aca On : 22 Nov 2017 22:35

Operator : SJ/JU

Sample : 16505-08

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknown8.39 Concentration Rank 6

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

8.39 16.38 ng 511371 Naphthalene-d8 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 2-ethvl-2.3.3-tri... 158 C9H1802 038541-67-2 38
2 2H-Thiopvran. tetrahvdro- 102 C5H10S 001613-51-0 27

6-(Methvlthio)hexa-1.5-dien-3-ol 144 C7H120S 1000191-74-3 18
4 2.4.4-Trimethvl-1-hexene 126 C9H18 051174-12-0 15
5 Oxirane, 2,2"-[1,4-butanediylbis... 202 C10H1804 002425-79-8 14
Abundance Scan 1072 (8.392 min): BF100839.D (-1066) (-) m/z 102.10 100.00%
71.1 102.1
43.1 57.1 87.0
5000
127.1
||| 115.1 14411571 8.00 8.20 8.40 8.60 8.80
Obrrprrrrprrrrprrr e : m/z 71.10 90.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #30311: Butanoic acid, 2-ethyl-2,3,3-trimethyl-
57.0 g7.0 1020
41.0
5000
29.0 8.00 8.20 8.40 8.60 8.80
10 m/z 43.10 76.81%
0..“.”,”jw.njphn,mhh.”.ﬂhu,m.:.”h‘hnlﬁép.”..”}ﬁ?e,%§?ﬁ1”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
87.0 102.0
68.0 N SR AR SRR L
8.00 8.20 8.40 8.60 8.80
5000 a0 o m/z 87.05 74.62%
27.0
0L, 14.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #20731: 6-(Methylthio)hexa-1,5-dien-3-ol
87.0 8.00 8.20 8.40 8.60 8.80
m/z 57.10 72.01%
5000
45.0
73.0
. 270 | 590 77 | 1510 11601290 2440
m/z--> 10 20 3'0 40 5'0 60 7'0 80 90 100 110 120 130 14'10 150 160 800 8.20 840 8.60 8.80

8270-BF110817.M Mon Nov 27 13:11:40 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100839.D

Aca On : 22 Nov 2017 22:35

Operator : SJ/JU

Sample : 16505-08

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknown8.47 Concentration Rank 4

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

8.47 21.13 ng 659522 Naphthalene-d8 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl-. methvl ... 158 C9H1802 000816-19-3 47
2 1-Butene. 1-(methvlthio)-. (E)- 102 C5H10S 017414-27-6 43
3 1-Butene. 1-(methvlthio)-. (2)- 102 C5H10S 017414-15-2 43
4 Heptanoic acid. 2-ethvl-. methvl... 172 C10H2002 000816-63-7 38
5 Pentanoic acid, 2-methyl-, ethyl... 144 C8H1602 039255-32-8 35

Abundance Scan 1085 (8.469 min): BF100839.D (-1075) (-) m/z 87.00 100.00%
81.0 102.1
41.1 > 711
5000
I ‘ | | | | 115-112|7'2 14?-11550 820 840 860 8.80
Obrprrer et bl kbl ol AL 180 5710205 95. 74%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #30307: Hexanoic acid, 2-ethyl-, methyl ester
87.0 102.0
57.0
5000 41.0
23.0 8.20 840 860 8.80
‘ o 1150 1300 m/z 57.10 71.91%
o .,..:l,‘....‘ila‘..,‘.‘lll‘,...‘.‘}.‘l‘...,.‘..l,...a“‘...,..‘..,...‘.‘l....lﬁ:?'.ql....,...
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
87.0 102.0
45.0 IERBE AR RS RN S
8.20 8.40 8.60 8.80
5000 m/z 71.10 65.08%
27.0
59.0 71 ¢
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #4367: 1-Butene, 1-(methylthio)-, (2)-
87.0 102.0 8.20 8.40 8.60 8.80
m/z 41.10 63.07%
45.0
5000
27.0
9.0
0'P”'P”W”'W”%I”Zigﬁ'“W”'W””I”“P'”P”'P”W'”W”' URREE RSN RS U S
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.20 8.40 8.60 8.80

8270-BF110817.M Mon Nov 27 13:11:41 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100839.D

Aca On : 22 Nov 2017 22:35

Operator : SJ/JU

Sample : 16505-08

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Neodecanoic acid Concentration Rank 3

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

8.59 48.91 ng 1526780 Naphthalene-d8 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Neodecanoic acid 172 C10H2002 026896-20-8 56
2 Thiophane. propvl- 130 C7H14S 001551-34-4 49
3 Heptanoic acid. 2-propvl-. methv... 186 C11H2202 056247-53-1 38
4 1-Propoxvpropan-2-vl nonanoate 258 C15H3003 1000378-25-7 32
5 2,3-Di-0-methyl-D-xylopyranose 178 C7H1405 018186-26-0 28

Abundance Scan 1106 (8.592 min): BF100839.D (-1095) (-) m/z 87.00 100.00%
81.0
5000
411 130.1
55| 1 601 1°|1-1 11?1 1531 820 840 8.60 880 9.00
0'W””P”'P”&”MP”UP”&”“ﬁhh”“WL”P“W”“P'”P”W“LP" m/z 41.10 23.42%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #39476: Neodecanoic acid
87.0
41.0
5000 290 IIIIIIIIIIIIIIIIIIIIII
| 550 102.0 8.20 8.40 8.60 8.80 9.00
71.0 116.0 130.0 m/z 130.10 20.55%
0 150 H‘ ‘H \‘ L ‘ 1 \‘ 14301570
R 4'0 50 60 75 80 90 100 110 150 130 140 150 160
Abundance
87.0
8.20 8.40 8.60 8.80 9.00
5000 m/z 43.10 17.83%
101.0 130.0
55.0 67.0 115.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #50148: Heptanoic acid, 2-propyl-, methy! ester R o AR EE R
87.0 8.20 8.40 8.60 8.80 9.00
m/z 116.10 14 .64%
5000 116.0
43.0 55.0 101.0 143.0
290 || 71.0 | | 1290 157.0
e = B L N RS A ay o e
m/z--> 1'0 2'0 3'0 4'0 5'0 6|O 7'0 8|0 9'0 1(')0 11'0 150 1:'30 14'10 1&1;0 1('30 8.20 8.40 8.60 8.80 9.00

8270-BF110817.M Mon Nov 27 13:11:41 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100839.D

Aca On : 22 Nov 2017 22:35

Operator : SJ/JU

Sample : 16505-08

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknown8.74 Concentration Rank 16

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

8.74 5.25 ng 163876 Naphthalene-d8 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Di-sec-butvl ether 130 C8H180 006863-58-7 37
2 Glutaric acid. di(5-methoxy-3-me... 360 C19H3606 1000360-08-3 35
3 Butane. 1-(l-methvlpropoxv)- 130 C8H180 000999-65-5 32
4 4-Heptanol. 4-ethvl-2.6-dimethvl- 172 C11H240 054460-99-0 32
5 4-t-Butyl-4,5-dimethyl-[1,3]dioxane 172 C10H2002 1000190-70-0 25

Abundance Scan 1131 (8.739 min): BF100839.D (-1127) (-) m/z 73.05 100.00%
570 73.0
45.0
115.1
5000
101.0
P e e TR
159.1 8.40 8.60 8.80 9.00
131.0
Ohrrrrrererrtberr et et 800 Al PO 1471 sy 57.00  93.05%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #13657: Di-sec-butyl ether
45.0 570
5000 23.0 USRI U R R
101.0 8.40 8.60 8.80 9.00
m/z 45.05 71.31%
o W) 710 830 115.0 130.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
115.0
840 860 8.80 9.00
5000 45.0 m/z 115.05 56 .55%
83.0
71.0
29.0 58.0 99.0 133.0 159.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #13749: Butane, 1-(1-methylpropoxy)-
45.0 57.0 8.40 8.60 8.80 9.00
m/z 41.10 36.27%
5000
29.0 101.0
o L1, A 730 870 | 1150 1300
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 840 8.60 880 9.00

8270-BF110817.M Mon Nov 27 13:11:42 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100839.D

Aca On : 22 Nov 2017 22:35

Operator : SJ/JU

Sample : 16505-08

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknown8.76 Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
8.76 4.82 ng 150560 Naphthalene-d8 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1-Propanol. 2-(2-methoxv-1-methy... 148 C7H1603 055956-21-3 47

2 1-Ethoxvpentan-3-ol 132 C7H1602 100910-92-7 43
3 Butanoic acid. 4-methoxv-. methv... 132 C6H1203 029006-01-7 38
4 sec-Butyl ethvl carbonate 146 C7H1403 1000373-77-7 35
5 Azidoacetic acid, methyl ester 115 C3H5N302 1000316-94-5 35
Abundance Scan 1135 (8.763 min): BF100839.D (-1132) (-) m/z 101.00 100.00%
57.0 10
41.1
5000 870
73.1
L |mh | 840 860 880 9.00
ol bl b LA L m/z 57.00 91.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #23090: 1-Propanol, 2-(2-methoxy-1-methylethoxy)-
59.0 73.0
45.0
5000 LA LI L L L B B
310 103.0 840 8.60 8.80 9.00
117.0 m/z 115.10 88.21%
150 s |
T et
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
31.0 59.0
450 8.40 8.60 8.80 9.00
5000 m/z 41.10 68.38%
85.0 103.0
0 72.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14322: Butanoic acid, 4-methoxy-, methy! ester R UL R e
4580 .4, 8.40 8.60 8.80 9.00
' m/z 95.10 51.71%
5000
74.0
101.0
0 | 1 m 87 O fin 117. 0
R N xR B e et
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.40 8.60 8.80 9.00

8270-BF110817.M Mon Nov 27 13:11:42 2017
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100839.D

Aca On : 22 Nov 2017 22:35

Operator : SJ/JU

Sample : 16505-08

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 2,4-Diethyl-6-methyl-1,3,5-... Concentration Rank 14

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

8.86 6.97 ng 217738 Naphthalene-d8 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4-Diethvl-6-methvl-1.3.5-trioxane 160 C8H1603 117888-04-7 50
2 Pentanedioic acid. dimethvl ester 160 C7H1204 001119-40-0 50
3 2-Pentanol. 2-methvl- 102 C6H140 000590-36-3 50
4 2-Pentanol. 2.3-dimethvl- 116 C7H160 004911-70-0 47
5 2-Propanol, 1-[2-(2-methoxy-1-me... 206 C10H2204 020324-33-8 45

Abundance Scan 1152 (8.863 min): BF100839.D (-1147) (-) m/z 59.00 100.00%
5d.0
73.0
5000
1191 4041521 8.60 8.80 9.00 9.20
of : m/z 73.05 71.44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #31263: 2,4-Diethyl-6-methyl-1,3,5-trioxane
59.0
5000 RN RN AN AR AR
8.60 8.80 9.00 9.20
4.0 103.0 m/z 57.10 44.97%
0 15.0 H m “ 74.0 87.0 J ﬂﬂﬂﬂommuwo
m/z--> 10 20 3'0 40 50 60 70 80 90 100 110 150 13'0 140 150 160
Abundance
59.0
IS LR R A L
8.60 8.80 9.00 9.20
15.0
5000 42.0 1000 m/z 101.10 34.92%
129.0
290 87.0
o 0T 113.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #4459: 2-Pentanol, 2-methyl-
59.0 8.60 8.80 9.00 9.20
m/z 43.05 33.48%
5000
45.0
87.0
0'”ﬁﬁﬂ””ﬂ'”M”W””b”Y%QP'”P”'””P”W””P'”P“W””P”W' IS LR R A L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.60 8.80 9.00 9.20

8270-BF110817.M Mon Nov 27 13:11:43 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100839.D

Aca On : 22 Nov 2017 22:35

Operator : SJ/JU

Sample : 16505-08

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 20

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

9.32 4.21 ng 149325 Acenaphthene-d10 9.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-(1.1-dimethvipropvl)- 164 C11H160 000080-46-6 93
2 Phenol. m-tert-butvl- 150 C10H140 000585-34-2 64
3 m-Anisic hvdrazide 166 C8H10N202 005785-06-8 58
4 Hexestrol 270 C18H2202 005635-50-7 58
5 Hexestrol, O-trifluoroacetyl- 366 C20H21F303 1000365-31-7 53

Abundance Scan 1230 (9.322 min): BF100839.D (-1226) (-) m/z 135.05 100.00%
136.1
5000 107.0
43.1
79, 154.0
‘ 55.0 67.0 ||| || 121.1 | 166.1 9.00 9.20 9.40 9.60
0||””|””| ||I||I ..||||I i uI.III .|| ||..| “'.: il ',I..'.'Il!'.'..,...".',.... m/z 107.00 41 .85%
miz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #33622: Phenol, 4-(1,1-dimethylpropyl)-
135.0 {MMJMNNﬁMH
5000 ENARARSSERL AR SRR

107.0 9.00 9.20 9.40 9.60
m/z 43.10 30.99%

41.0 559 770 95.0 119.0 149.0 1640
o SV BN S SN O e s eSS N
miz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
135.0
N
9.00 9.20 9.40 9.60
5000 m/z 41.00 28.98%
107.0 150.0
41.0 95.0
27.0 53.0 65.0 770 119.0
miz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #35479: m-Anisic hydrazide e A REEEEEasS
135.0 9.00 9.20 9.40 9.60
m/z 109.05 26.67%
5000
107.0 166.0
o 92.0
ol 280 50.0 64.0 | 119.0 || 151.0 |
L S N
miz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 9.00 9.20 9.40 9.60

8270-BF110817.M Mon Nov 27 13:11:44 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100839.D

Aca On : 22 Nov 2017 22:35

Operator : SJ/JU

Sample : 16505-08

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 1H-Benzotriazole Concentration Rank 12

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

9.71 7.96 ng 282351 Acenaphthene-d10 9.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzotriazole 119 C6H5N3 000095-14-7 89
2 2.1-Benzisoxazole 119 C7H5NO 000271-58-9 76
3 1.2-Benzisoxazole 119 C7H5NO 000271-95-4 70
4 Benzonitrile. 2-hvdroxy- 119 C7H5NO 000611-20-1 64
5 Benzonitrile, 3-hydroxy- 119 C7H5NO 000873-62-1 55

Abundance Scan 1296 (9.710 min): BF100839.D (-1292) (-) m/z 119.05 100.00%
119.1
91.0
64.0
5000 41.0 177.1
9.40 9.60 9.80 10.00
(o} m/z 91.05 63.87%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #9090: 1H-Benzotriazole
119.0
91.0
5000 64.0 SRR SRR SR
9.40 9.60 980 1000
m/z 64.00 53.18%
38.0 ‘
0.”.,”.Nﬁ.lwﬂ.”,”l.“..w..” e
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance
119.0 ﬂ @ (
92.0
9.40 9.60 9.80 10.00
5000 64.0 m/z 177.10 47 .46%
39.0
OIIIII""I""I""I""IIIII TTTTTTTTT T T T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9110: 1,2-Benzisoxazole
119.0 9.40 9.60 9.80 10.00
9.0 m/z 41.05 42.89%
5000 64.0
38.0
o280, oyt A R —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.40 960 980 1000

8270-BF110817.M Mon Nov 27 13:11:44 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100839.D

Aca On : 22 Nov 2017 22:35

Operator : SJ/JU

Sample : 16505-08

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 2(3H)-Benzothiazolone Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.81 6.78 ng 185740 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(3H)-Benzothiazolone 151 C7H5NOS 000934-34-9 96
2 6-Methvl-7-0x0-4.7-dihvdro-triaz... 151 C5H5N50 057250-39-2 38
3 1.2-Benzisothiazol-3(2H)-one 151 C7H5NOS 002634-33-5 35
4 1.2-Benzisothiazole. 3-ethoxv- 179 C9HONOS 034263-64-4 32
5 1H-Imidazo[4,5-b]pyridine-2-thiol 151 C6H5N3S 029448-81-5 27
Abundance Scan 1483 (10.810 min): BF100839.D (-1479) (-) m/z 151.00 100.00%
15{.0
96.0
123.0
5000
|
45.0 ‘ 1901 210.1 10.40 10.60 10.80 11.00 11.20
0 I e m/z 96.00 61.37%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24724: 2(3H)-Benzothiazolone
151.0
96.0
123.0
5000 LRI SRR DA ML B
10.40 10.60 10.80 11.00 11.20
69.0 m/z 123.00 52.29%
28.0 45.0 :
0.].'2.'(.)|.l..‘”l.‘.”l.|“A.M.l‘|‘...“.“|....|l‘...|..l‘.|....|....|....|
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
151.0
123.0 I
67.0 10.40 10.60 10.80 11.00 11.20
5000 m/z 140.00 22 .49%
42.0 83.0
e I U U UL B B AL B W B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24728: 1,2-Benzisothiazol-3(2H)-one
151.0 10.40 10.60 10.80 11.00 11.20
m/z 168.10 21.00%
5000
96.0
50.0 69.0 123.0
0""P"'HJN'W“NJH“"'Pl"N”"I"LI"'W""I”"I
m/z--> 20 40 60 80 100 120 140 160 180 200 10.40 10.60 10.80 11.00 11.20

8270-BF110817.M Mon Nov 27 13:11:45 2017 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100839.D

Aca On : 22 Nov 2017 22:35

Operator : SJ/JU

Sample : 16505-08

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 n-Hexadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.92 7.24 ng 198344 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tridecanoic acid 214 C13H2602 000638-53-9 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 64
Abundance Scan 1672 (11.922 min): BF100839.D (-1668) (-) m/z 43.10 100.00%
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100839.D

Aca On : 22 Nov 2017 22:35

Operator : SJ/JU

Sample : 16505-08

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 20 Octadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.70 9.23 ng 252613 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 90
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 81
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64
Abundance Scan 1804 (12.698 min): BF100839.D (-1801) (-) m/z 43.10 100.00%
5000 4ﬁw,,.%v¢—mwﬂvﬁkV“ﬁA“Af‘”“*’”
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0 m/z 73.00 83.55%
m/z--> 50 100 150 200 250 300 350
Abundance #131262: Octadecanoic acid
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Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester R R B
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112217\
Data File : BF100839.D

Acq On : 22 Nov 2017 22:35

Operator : SJ/JU

Sample - 16505-08

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.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... 2.14 4.3 ng 103936 1 6.86 479139 20.0
2-Hexanol 3.83 4.3 ng 102598 1 6.86 479139 20.0
2-Pentanone, 4,4-_.. 4.20 19.7 ng 470933 1 6.86 479139 20.0
unknown6 .63 6.63 71.0 ng 1701340 1 6.86 479139 20.0
3,3-Dimethylhepta. .. 7.69 11.4 ng 355121 2 8.14 624352 20.0
unknown8 .39 8.39 16.4 ng 511371 2 8.14 624352 20.0
unknown8 .47 8.47 21.1 ng 659522 2 8.14 624352 20.0
Neodecanoic acid 8.59 48.9 ng 1526780 2 8.14 624352 20.0
unknown8.74 8.74 5.3 ng 163876 2 8.14 624352 20.0
unknown8.76 8.76 4.8 ng 150560 2 8.14 624352 20.0
2,4-Diethyl-6-met. .. 8.86 7.0 ng 217738 2 8.14 624352 20.0
Phenol, 4-(1,1-di... 9.32 4.2 ng 149325 3 9.90 709781 20.0
1H-Benzotriazole 9.71 8.0 ng 282351 3 9.90 709781 20.0
2(3H)-Benzothiazo... 10.81 6.8 ng 185740 4 11.39 547653 20.0
n-Hexadecanoic acid 11.92 7.2 ng 198344 4 11.39 547653 20.0
Octadecanoic acid 12.70 9.2 ng 252613 4 11.39 547653 20.0
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