LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF040317\

Data File : BF094133.D

Aca On : 3 Apr 2017 20:55 Instrument :

Operator : SJ/MA E?Afs el
- _ lentosampleld :

3?22'6 : 12493-04 5X LSS-SP06-COMP

ALS Vial : 17 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-BF032217.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 2.263 61 64 69 rBv 76989 91657 3.97% 0.407%
2 3.340 237 247 249 rBV2 17947 43727 1.90% 0.194%
3 4.010 358 361 367 rBV 74743 81012 3.51% 0.360%
4 4.381 420 424 426 rBV 44404 49496 2.15% 0.220%
5

4.416 426 430 434 rVB 993578 934129 40.49% 4_.153%

4.640 460 468 471 rBV2 41306 49869 2.16% 0.222%
5.363 588 591 594 rBV 44551 45824 1.99% 0.204%
rBv 37170 33403 1.45% 0.148%
5.487 608 612 618 rBVY 1071657 997603 43.24% 4._.435%
5.628 632 636 640 rBV 1111898 1018249 44.14% 4.527%
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11 5.692 644 647 650 rBvV 112589 100737 4._.37% 0.448%
12 5.887 676 680 684 rBVY 1052449 950006 41.18% 4.223%

13 5.957 688 692 694 rBvV 38007 39259 1.70% 0.175%
14 6.063 701 710 713 rBV 890776 795195 34.47% 3.535%
15 6.263 740 744 747 rBV 55290 52152 2.26% 0.232%
16 6.351 755 759 763 rBV2 31100 36133 1.57% 0.161%
17 6.528 783 789 796 rBV 601926 591318 25.63% 2.629%
18 6.792 828 834 837 rBV 33026 31783 1.38% 0.141%
19 6.822 837 839 844 rVB 40329 38346 1.66% 0.170%
20 7.081 879 883 890 rBv4 43272 69273 3.00% 0.308%
21 7.292 915 919 924 rBV2 37131 43532 1.89% 0.194%
22 7.392 931 936 938 rBV 1267997 1251270 54.24% 5.563%
23 7.416 938 940 945 rVB 76716 78097 3.39% 0.347%
24 7.616 969 974 979 rVB 57720 67905 2.94% 0.302%
25 7.822 1003 1009 1011 rBV3 36107 42596 1.85% 0.189%
26 8.257 1079 1083 1087 rBV 103138 92236 4._00% 0.410%
27 8.322 1090 1094 1100 rvVv 222423 245307 10.63% 1.091%
28 8.375 1100 1103 1106 rVB 54206 48401 2.10% 0.215%
29 8.569 1129 1136 1141 rBV3 51590 82009 3.55% 0.365%

30 8.710 1155 1160 1164 rBV 1298471 1164421 50.47% 5.177%

31 9.210 1237 1245 1249 rBV 1204565 1165288 50.51% 5.180%
32 9.263 1249 1254 1260 rVBS8 16960 40909 1.77% 0.182%
33 9.351 1261 1269 1274 rBV3 90475 152826 6.62% 0.679%
34 9.533 1292 1300 1304 rBV 1235038 1278106 55.40% 5.682%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF040317\

Data File : BF094133.D

Aca On : 3 Apr 2017 20:55 Instrument :

Operator : SJ/MA EﬁAfs el
- _ lentosampleld :

3?22'6 : 12493-04 5X LSS-SP06-COMP

ALS Vial : 17 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-BF032217 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 9.786 1340 1343 1348 rVB5 24119 37615 1.63% 0.167%
36 10.075 1388 1392 1396 rBV 717818 717250 31.09% 3.189%
37 10.122 1398 1400 1403 rVB2 43305 38466 1.67% 0.171%
38 10.204 1411 1414 1417 rBV 36474 42878 1.86% 0.191%
39 10.498 1460 1464 1471 rBV 444187 479510 20.79% 2.132%
40 10.586 1477 1479 1485 rVB6 33961 41452 1.80% 0.184%
41 10.710 1497 1500 1501 rBVZ2 44852 44830 1.94% 0.199%
42 11.104 1564 1567 1572 rVB2 101004 101964 4.42% 0.453%
43 11.304 1598 1601 1605 rBV3 52420 67562 2.93% 0.300%

44 11.357 1606 1610 1612 rVV 1023616 967701 41.95% 4_.302%
45 11.380 1612 1614 1617 rVB 181252 159000 6.89% 0.707%

46 11.445 1623 1625 1630 rVB 69354 60606 2.63% 0.269%
47 11.869 1694 1697 1700 rVB 205644 184962 8.02% 0.822%
48 12.851 1861 1864 1867 rVB 294519 294607 12.77% 1.310%
49 13.127 1908 1911 1914 rVB 306146 339762 14.73% 1.510%
50 13.333 1943 1946 1951 rVB 632290 612468 26.55% 2.723%

51 13.951 2048 2051 2056 rVB 597556 626552 27.16% 2.785%
52 14.615 2161 2164 2167 rVB 667957 671027 29.09% 2.983%
53 14.668 2170 2173 2177 rVB 687944 685487 29.71% 3.047%
54 14.904 2209 2213 2222 rVB 1944665 2306931 100.00% 10.256%
55 15.098 2243 2246 2249 rVB 504501 509896 22.10% 2.267%

56 18.568 2829 2836 2850 rVB 689201 1701531 73.76% 7.564%

Sum of corrected areas: 22494131

8270-BF032217.M Tue Apr 04 18:12:39 2017 Page: 2



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\BF040317\

BF094133.D

3 Apr 2017 20:55

SJ/MA

12493-04 5X

17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040317\
Data File : BF094133.D

Aca On : 3 Apr 2017 20:55

Operator : SJ/MA

Sample : 12493-04 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown5.63 Concentration Rank 3

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

5.63 21.44 ng 1018250 1,4-Dichlorobenzene-d4 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 636 (5.628 min): BF094133.D (-632) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 IR SRS SRS LR S
401 541 5.20 5.40 5.60 5.80 6.00
Obrr ey et 880 L3070 L m/z 68.10 40.12%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 RS S U
5.20 5.40 5.60 5.80 6.00
2.0 510 m/z 134.00 32.06%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
520 540 5.60 580 6.00
5000 67.0 m/z 66.00 23.44%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole e RERmE mmE S
132.0 5.20 5.40 5.60 5.80 6.00
m/z 69.05 14 .74%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 | | 520 540 5.60 580 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040317\
Data File : BF094133.D

Aca On : 3 Apr 2017 20:55

Operator : SJ/MA

Sample : 12493-04 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Benzene, 1,2,3-trimethyl- Concentration Rank 10

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

5.69 2.12 ng 100737 1,4-Dichlorobenzene-d4 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 95
2 Benzene. 1.3.5-trimethvl- 120 C9H12 000108-67-8 94
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
4 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
5 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91

Abundance Scan 647 (5.692 min): BF094133.D (-644) (-) m/z 105.05 100.00%
105.1
5000 120.1
390 510 650 ‘WO 910 | 540 5.60 5.80 6.00
Obrr e prrr et e e m/z 120.10 44.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9113: Benzene, 1,2,3-trimethyl-
105.0
5000
120.0 540 5.60 580 6.00
770 m/z 77.00 13.06%
150 270 390 510 eso 77 90 |
O R T & o T o o e
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
105.0
120.0 5.40 5.60 5.80 6.00
5000 m/z 119.10 12.92%
150 270 390 510 50 70 910
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9126: Benzene, 1,2,4-trimethyl-
105.0 5.40 5.60 5.80 6.00
0
120.0 m/z 91.00 11.70%
5000
oL 150 270 390 510 es0 TP 9O | |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040317\
Data File : BF094133.D

Aca On : 3 Apr 2017 20:55

Operator : SJ/MA

Sample : 12493-04 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Phthalic anhydride Concentration Rank 7

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

8.32 3.92 ng 245307 Naphthalene-d8 7.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic anhvdride 148 C8H403 000085-44-9 95
2 1.2-Benzenedicarboxvlic acid 166 C8H604 000088-99-3 83
3 Phthalamic acid 165 C8H7NO3 000088-97-1 83
4 Bicvclol4.2.0locta-1.3.5-triene-... 132 C8H402 006383-11-5 80
5 Phthalic acid, monoethyl ester 194 C10H1004 002306-33-4 74

Abundance Scan 1094 (8.322 min): BF094133.D (-1090) (-) m/z 104.00 100.00%
104.0
76.0 ﬁL
5000
50.0
148.0 PESARAESARNERARNERAENE
37.0 8.00 8.20 8.40 8.60
Ol 830 My 020 | m/z 76.00 75.53%
m/z--> 20 40 60 80 100 120 140 160
Abundance #22148: Phthalic anhydride
104.0
76.0
5000 .
50.0 148.0 8.00 820 8.40 8.60
m/z 50.00 34.72%
37.0
o160 [ | 630 J, 0 ,
m/z--> 20 40 60 80 100 120 140 160
Abundance
76.0 104.0
18.0 800 820 840 8.60
m/ 74 .00 16.84%
5000 50.0 148.0 z 0
37.0
e R "'?%0"'| UL WAL SR |""1?%9'
m/z--> 20 40 60 80 100 120 140 160
Abundance #32684: Phthalamic acid
76.0 104.0 8.00 8.20 8.40 8.60
m/z 148.00 13.49%
5000 50.0
17.0 148.0
0 | %0 63.0 ||, 90.0 | 119.0 \
m/z--> 20 40 60 80 100 120 140 160 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040317\
Data File : BF094133.D

Aca On : 3 Apr 2017 20:55

Operator : SJ/MA

Sample : 12493-04 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown9.35 Concentration Rank 9

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

9.35 2.39 ng 152826 Acenaphthene-d10 9.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-2-Methvl-4-hexen-3-o0l 114 C7H140 096346-76-8 49
2 4-Hexen-3-ol. 2-methvl- 114 C7H140 004798-60-1 47
3 Butanoic acid. anhvdride 158 C8H1403 000106-31-0 47
4 Pentane. 3-bromo- 150 C5H11Br 001809-10-5 47
5 Propanamide, 2-methyl-2-(1-oxobu... 362 C15H17F3N205 110990-15-3 47

Abundance Scan 1269 (9.351 min): BF094133.D (-1261) (-) m/z 71.10 100.00%
711
43.0
5000
98.1 900 9.20 9.40 9.60
o 114.1 130.9 177.2193.2 /7 43 .05 56 00%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #7389: trans-2-Methyl-4-hexen-3-ol
71.0
o %0 5h0 550 5w ok
270 m/z 152.10 33.55%
ly. M . 96.0 114.0
0"'w"'w"'w'"w"'w"'w"'w"'w'"w"w
m/z--> 80 100 120 140 160 180
Abundance
71.0
9.00 9.20 9.40 9.60
5000 m/z 41.05 16.71%
43.0
27.0
97.0 114.0
L S S S L WL UL B B I
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28587: Butanoic acid, anhydride B B
71.0 9.00 9.20 9.40 9.60
m/z 55.05 12.62%
43.0
5000
27.0
L R S S L WL B B B B NSRS SRR
m/z--> 20 40 60 80 100 120 140 160 180 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040317\
Data File : BF094133.D

Aca On : 3 Apr 2017 20:55

Operator : SJ/MA

Sample : 12493-04 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Propanoic acid, 2-methyl-, ... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.07 11.22 ng 717250 Acenaphthene-d10 9.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2-methvl-. 1-(1.... 286 C16H3004 074381-40-1 78
2 Butanoic acid. 2-butoxv-1-methvl... 216 C11H2004 007492-70-8 50
3 2-Furanmethanol. tetrahvdro-. ac... 144 C7H1203 000637-64-9 50
4 2.2.4-Trimethvl-1.3-pentanediol ... 286 C16H3004 006846-50-0 40
5 Octanoic acid, 2-tetrahydrofuryl... 228 C13H2403 033601-75-1 39
Abundance Scan 1391 (10.069 min): BF094133.D (-1388) (-) m/z 71.05 100.00%
71.0
43.0 J\g
5000
i mum e S S
111.1 159.1 9.80 10.00 10.20 10.40
Ol prrrrhereb el PRQ T A8SL OV I1701 2149 24310 Tn/z  43.05  53.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #109845: Propanoic acid, 2-methyl-, 1-(1,1-dimethylethyl)-...
71.0
5000 R LN SN SN B
9.80 10.00 10.20 10.40
43.0 m/z 41.10 10.61%
0 gl 11':" 0 159.0 243.0
m/z--> 20 Jo 60 50 160 120 140 1éo 180 200 220 240
Abundance
71.0
' '9.80 10.00 10.20 10.40
5000 43.0 m/z 56.05 8.35%
115.0
0 15.0 91.0 143.0 172 0 217.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #19849: 2-Furanmethanol, tetrahydro-, acetate
71.0 9.80 10.00 10.20 10.40
m/z 111.05 6.26%
Olllls‘l?l‘l‘ll|‘|||||llll|l|:ll-|0|0|0|||||||||||||||||||||||||||||||||| —v—v—v-|—v—v—v—v—|—v—v—v—v-|—v—v—v—v—|—v—v—v—r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040317\
Data File : BF094133.D

Aca On : 3 Apr 2017 20:55

Operator : SJ/MA

Sample : 12493-04 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Benzene, 1,1"-(1,2-cyclobut... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.10 2.11 ng 101964 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.1"-(1.2-cvclobutanedi... 208 C16H16 020071-09-4 68
2 Benzene., 1.1"-(1.2-cvclobutanedi... 208 C16H16 007694-30-6 64
3 Cvclobutane. 1.2-diphenvl- 208 C16H16 003018-21-1 59
4 Naphthalene. 1.2.3.4-tetrahvdro-... 208 C16H16 029422-13-7 59
5 Cyclobutane, 1,3-diphenyl-, trans- 208 C16H16 025558-23-0 59
Abundance Scan 1566 (11.098 min): BF094133.D (-1564) (-) m/z 104.05 100.00%
104.1
5000
411 69.0
166.0 228.1 10.80 11.00 11.20 11.40
Ottt fly 2901 1680 188.1207.2 2281 1 e e ae T g o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #61778: Benzene, 1,1-(1,2-cyclobutanediyl)bis-, trans-
104.0
5000 LR BN UL SR I
10,80 11.00 1120 11.40
m/z 41.10 16.69%
27.0 510 7?0 J 1280 152.0 1780 208.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
104.0
10.80 11.00 11.20 11.40
5000 m/z 102.95 11.65%
270 510 80 128.0 151.0 178.0  208.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #61741: Cyclobutane, 1,2-diphenyl-
104.0 10.80 11.00 11.20 11.40
m/z 77.95 11.33%
5000
ol 290, 560 780 1L, 1280 1520 178.0 2080
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040317\
Data File : BF094133.D

Aca On : 3 Apr 2017 20:55

Operator : SJ/MA

Sample : 12493-04 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknownl1l.87 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.87 3.82 ng 184962 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.6-Bis(4-methoxv-3.5-dinitrophe... 474 C16H10N8010 1000075-22-6 32
2 m-Nitrobenzaldehvde dimethvlhvdr... 193 C9H11N302 032787-76-1 27
3 5H-PYRROLO(3.2-D)PYRIMIDINE-2.4-... 149 C6H7N5 1000244-21-4 22
4 3H-3.10a-Methano-1.2-benzodioxoc... 226 C13H2203 095906-83-5 14
5 1,2-Benzenedicarboxylic acid, bu... 334 C20H3004 000084-78-6 12
Abundance Scan 1697 (11.869 min): BF094133.D (-1694) (-) m/z 149.00 100.00%
149.0 193.1
104.0
5000
sci-oj ol e "0 110 1200 1550
Ol e o 25 m/z 193.10 86.12%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #166657: 3,6-Bis(4-methoxy-3,5-dinitrophenyl)-tetrazine
193.0
30.0 88.0
5000
11.60 11.80 12.00 12.20
146.0 m/z 104.00 62.54%
. Gz o
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance
193.0
11.60 11.80 12.00 12.20
5000 m/z 76.00 36.52%
132.0
L L A U L UL UL WL WL SR
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #22438: 5H-PYRROLO(3,2-D)PYRIMIDINE-2,4-DIAMINE
149.0 11.60 11.80 12.00 12.20
m/z 132.00 16.11%
5000
107.0
01.7;9?ﬁ'?.e.,l...\. e WV,J“W
mz-> 0 50 100 150 200 250 300 350 400 450 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040317\
Data File : BF094133.D

Aca On : 3 Apr 2017 20:55

Operator : SJ/MA

Sample : 12493-04 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknownl14.90 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
14.00 68.76 ng 2306930  Chrysene-d12 14.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 1H-Indene. 2.3-dihvdro-1.1.3-tri... 236 C18420 003910-35-8 47

2 Boron. diethvl(5-ethvl-4.6-nonan... 250 C15H31BN2 136705-03-8 35
3 1H-Indole. 1-ethvl-2-phenvl- 221 C16H15N 013228-39-2 35
4 Benzene. 1.1"-(1.3.3-trimethvl-1... 236 C18H20 006258-73-7 32
5 3-Methoxy-5-nitrobenzotrifluoride 221 C8HB6F3NO3 000328-79-0 27

Abundance Scan 2212 (14.898 min): BF094133.D (-2209) (-) m/z 221.15 100.00%
221.2
91.1
5000 143.1
T e s
41.1 191.1 14.60 14.80 15.00 15.20
O el b b L o) 125222852 3392 3783 m/z 91.10 68.46%
m/z--> 50 100 150 200 250 300 350
Abundance #80018: 1H-Indene, 2,3-dihydro-1,1,3-trimethyl-3-phenyl-
221.0
5000 LA L L L L L L L L LB
143.0 14.60 14.80 15.00 15.20
91.0 m/z 119.10 55.49%
191.0
I P I w2 N S
m/z--> 50 100 150 200 250 300 350
Abundance
221.0
T
14.60 14.80 15.00 15.20
5000 m/z 105.10 41.31%
177.0
290 670 109.0 147.0 251.0
e e B AR
m/z--> 50 100 150 200 250 300 350
Abundance #70164: 1H-Indole, 1-ethyl-2-phenyl- B N A o T
221.0 14.60 14.80 15.00 15.20
m/z 143.10 38.91%
5000
165.0
WELY ?}"9‘.1§%'?A:1?§'9 P — AT e
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040317\
Data File : BF094133.D

Aca On : 3 Apr 2017 20:55

Operator : SJ/MA

Sample : 12493-04 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknownl15.10 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.10 15.20 ng 509896 Chrysene-di12 14.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-1.1.3-tri... 236 C18H20 003910-35-8 49
2 Benzenamine. 5-fluoro-2-(4-fluor... 221 C12H9F2NO 020653-64-9 46
3 Boron. diethvl(5-ethvl-4.6-nonan... 250 C15H31BN2 136705-03-8 35
4 1H-Naphthol2.1-blovran-2-carboni... 388 C23H20N204 299198-80-4 25
5 1H-1,2,4-Triazole, 3,5-diphenyl- 221 C14H11N3 002039-06-7 25
Abundance Scan 2246 (15.098 min): BF094133.D (-2243) (-) m/z 221.15 100.00%
221.2
5000 91.1
l]A&l A
411 J 191.1 14.80 15.00 15.20 15.40
) ,ll.l. bbb 0 26412052 339.2 3813 | Tnz7 91,10 45.05%
m/z--> 50 100 150 200 250 300 350 400
Abundance #80019: 1H-Indene, 2,3-dihydro-1,1,3-trimethyl-3-phenyl-
221.0
5000 L AR BUML I B
30 14. 80 15. 00 15 20 15. 40
910 B m/z 119.10 39.63%
oL, 410 " “ 1910 ‘
L N L DL L L L UL L L L L B
m/z--> 50 100 150 200 250 300 350 400
Abundance
221.0
126.0 e T
_ 14.80 15.00 15.20 15.40
5000 ' 192.0 m/z 143.10 27 .75%
57.0
e S L W S L L L L
m/z--> 50 100 150 200 250 300 350 400
Abundance #88458: Boron, diethyl(5-ethyl-4,6-nonanediiminato-N,N)-,... R BAREE RS

221.0 14.80 15.00 15.20 15.40
m/z 105.10 21.90%

5000 ﬂwv\~a4J\_-“uﬂﬂv*_ﬂﬁmr\_ﬁm~
177.0
290 §7.0 109.0 147.0_ [ , | 2500

oyttt R R EEEEEmEsEsmEE

m/z--> 50 100 150 200 250 300 350 400 14. 80 15. 00 15 20 15. 40

8270-BF032217.M Tue Apr 04 18:12:47 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040317\
Data File : BF094133.D

Aca On : 3 Apr 2017 20:55

Operator : SJ/MA

Sample : 12493-04 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknownl8.57 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.57 66.74 ng 1701530 Perylene-d12 16.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.4-Bis-(methvlthio)-auinoline 221 C11H11NS2 074579-34-3 43
2 Benzhvdrazide. 4-methvIl-N2-Tl-me... 303 C12H13N703 324021-25-2 38
3 3-Cvclohexen-1-amine. 2.5.6-trip... 325 C24H23N 033512-00-4 38
4 Benzene. (1.1-dimethvinonvl)- 232 C17H28 055191-25-8 35
5 2,4,4,6-Tetramethyl-6-phenyl-1-h._.. 230 C17H26 1000293-27-9 35
Abundance Scan 2836 (18.568 min): BF094133.D (-2829) (-) m/z 119.10 100.00%
119.1
221.2
5000
A EEEEE RS e
411 79. 57.1 18.20 18.40 18.60 18.80
o } 1, Lyt 0, 2612 3051 3692 429.5468.5 m/z 221.15  72.29%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #69905: 3,4-Bis-(methylthio)-quinoline
221.0
5000 NN NN UGS
18.20 18.40 18.60 18.80
173.0 m/z 91.10 41.41%
0 ..,....,.1.3‘;‘2ﬂ|‘l‘.““.‘.‘|“‘. h..|....|....|....|....|....
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
119.0
18.20 18.40 18.60 18.80
5000 m/z 143.10 24 _.67%
65.0 175.0
o 210.0 257.0 303.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #130395: 3-Cyclohexen-1-amine, 2,5,6-triphenyl-, (1.alpha.... T T
119.0 18.20 18.40 18.60 18.80
m/z 105.10 21.92%
5000
206.0
0 | \77\0 . 16‘5'(‘)\ \
m/z--> 50 100 150 200 250 300 350 400 450 1820 18.40 18.60 18.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040317\
Data File : BF094133.D

Acq On : 3 Apr 2017 20:55

Operator : SJ/MA

Sample : 12493-04 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown5.63 5.63 21.4 ng 1018250 1 5.89 950006 20.0
Benzene, 1,2,3-tr... 5.69 2.1 ng 100737 1 5.89 950006 20.0
Phthalic anhydride 8.32 3.9 ng 245307 2 7.39 1251270 20.0
unknown9 .35 9.35 2.4 ng 152826 3 9.53 1278110 20.0
Propanoic acid, 2... 10.07 11.2 ng 717250 3 9.53 1278110 20.0
Benzene, 1,1"-(1,... 11.10 2.1 ng 101964 4 11.36 967701 20.0
unknownl1l .87 11.87 3.8 ng 184962 4 11.36 967701 20.0
unknown14 .90 14.90 68.8 ng 2306930 5 14.62 671027 20.0
unknown15.10 15.10 15.2 ng 509896 5 14.62 671027 20.0
unknown18.57 18.57 66.7 ng 1701530 6 16.25 509896 20.0
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