LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102826.D

Aca On > 7 Feb 2018 20:47

Operator : SJ/JU

Sample : J1473-17 2X

Misc :

ALS Vial : 10 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-BF020318.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 2.134 4 8 23 rvVB 224655 380971 17.35% 1.613%
2 3.410 222 225 239 rBV 58322 183883 8.37% 0.779%
3 5.093 509 511 518 rVB 72311 79578 3.62% 0.337%
4 5.493 575 579 589 rBVY 2391507 2137380 97.32% 9.050%
5 6.504 746 751 760 rBVY 2215376 2091718 95.24% 8.856%
6 6.645 771 775 779 rBVY 2210815 2153744 98.06% 9.119%
7 6.881 812 815 819 rBVY 1455560 1138523 51.84% 4.820%
8 7.039 838 842 845 rBVY 1925948 1641820 74.75% 6.951%
9 7.439 906 910 913 rBY 1554716 1299374 59.16% 5.502%
10 8.163 1029 1033 1037 rBvY 1688032 1481245 67.44% 6.272%
11 9.239 1212 1216 1226 rBvV 2391038 2196321 100.00% 9.299%
12 9.316 1226 1229 1231 rVB 26961 26423 1.20% 0.112%
13 9.628 1279 1282 1286 rBV 176245 164917 7.51% 0.698%
14 9.845 1316 1319 1322 rVB 83191 62876 2.86% 0.266%
15 9.922 1328 1332 1345 rBV 1633942 1480782 67.42% 6.270%
16 10.345 1401 1404 1407 rVB 87176 72918 3.32% 0.309%
17 10.563 1436 1441 1444 rBV 23844 32735 1.49% 0.139%
18 10.704 1462 1465 1476 rVB 1041794 1071472 48.78% 4_.537%
19 10.816 1481 1484 1488 rBvV 71262 67621 3.08% 0.286%
20 11.263 1557 1560 1563 rBV 26810 25865 1.18% 0.110%
21 11.410 1581 1585 1588 rBVY 1387843 1238265 56.38% 5.243%
22 11.792 1646 1650 1653 rBV 34878 31173 1.42% 0.132%
23 11.922 1667 1672 1677 rBV7 27995 40563 1.85% 0.172%
24 12.621 1788 1791 1796 rBV 100978 90630 4.13% 0.384%

25 12.851 1824 1830 1834 rBV 79755 107125 4._.88% 0.454%
26 12.992 1850 1854 1864 rBV 1699067 1785016 81.27% 7.558%
27 13.216 1889 1892 1895 rBV3 26581 30132 1.37% 0.128%
28 13.874 2001 2004 2010 rBV 169757 209476 9.54% 0.887%
29 14.045 2029 2033 2037 rBV 1126965 1096917 49.94% 4.644%
30 14.668 2136 2139 2145 rVB 260765 232282 10.58% 0.983%

31 15.533 2281 2286 2296 rVB 650992 966684 44.01% 4._.093%

Sum of corrected areas: 23618429
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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:\HPCHEM1I\BNA F\DATA\BF020718\

- BF102826.D

- 7 Feb 2018 20:47

- SJ/JU

- J1473-17 2X

- 10 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF020318.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102826.D

Aca On : 7 Feb 2018 20:47

Operator : SJ/JU

Sample : J1473-17 2X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020318.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.13 6.69 ng 380971 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
2 1.4-Butanediamine 88 C4H12N2 000110-60-1 22
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 17
5 Borane, dimethoxy- 74 C2H7BO2 004542-61-4 9

Abundance Scan 7 (2.128 min): BF102826.D (-4) (-) m/z 73.00 100.00%

B
5000 43
55
87

37, 67 220 2.30 2.40 2.50
0"P"'P"'P"JP'L'P“"P"'ml"l”"l”"l”"| m/z 43.00 44 _87%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73

5000
43 220 2.30 2.40 2.50
55 87 m/z 55.00 32.80%

29
35 | 67 ||, 80
0..,....,....,....,....,....,....,....,....,....,....,
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
30

2.20 2.30 2.40 2.50

5000 43 m/z 87.00 24 .68%
17 59 71
53 88
| SRRENESE PRI A EOT 11 N /AL NSRS MEMENEBR .- SN
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4436: Pentane, 3-methoxy- e
7 2.20 2.30 2.40 2.50

m/z 41.00 14 _.33%

5000
45
2 39 55
o N 1 | 67 |, 101

m/z--> 10 20 30 40 50 60 70 80 90 100 2.20 2.30 2.40 2.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102826.D

Aca On : 7 Feb 2018 20:47

Operator : SJ/JU

Sample : J1473-17 2X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020318.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 unknown3.41 Concentration Rank 6

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

3.41 3.23 ng 183883 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (SY-(H)-1.2-Propanediol 76 C3H802 004254-15-3 43
2 R-(-)-1.2-propanediol 76 C3H802 004254-14-2 43
3 1-Butene. 4-methoxv 86 C5H100 004696-30-4 9
4 Propvlene Glvcol 76 C3H802 000057-55-6 9
5 2,3-Butanediol, [S-(R*,R*)]- 90 C4H1002 019132-06-0 9

Abundance Scan 225 (3.410 min): BF102826.D (-222) (-) m/z 45.00 100.00%

45
5000

3m no3m:mo3m
41 51 5761 86
o.q“”w”““qmqnupuwuquhh”““qmqhupm““qmq””“m“”q m/z 42.95 16.26%

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #946: (S)-(+)-1,2-Propanediol
45

5000 ST e
300 320 3.40 3.60 3.80

m/z 43.95 7.22%

o 1519 2731 3042 35761 75
T T T e e T T
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
45
R SR R R
3.00 3.20 3.40 3.60 3.80
5000 m/z 61.00 5.11%
9 29
. 12151% 26 33 3042 535761 76
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1748: 1-Butene, 4-methoxy
45 3.00 3.20 3.40 3.60 3.80
m/z 41.00 3.21%
5000
29 39 56
Obrprererrrrrrrrreprbrbprrerre e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 3.00 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102826.D

Aca On : 7 Feb 2018 20:47

Operator : SJ/JU

Sample : J1473-17 2X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020318.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 unknown6.65 Concentration Rank 1

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

6.65 37.83 ng 2153740 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 776 (6.651 min): BF102826.D (-771) (-) m/z 132.00 100.00%
5000 o8
40 54 75 o "'é 46"é ebllé 86"§ 06"
0 I 7. | 87 | 194 115 Al m/ : : : : 0,
"P”'P”'P”'P”'P”'P'”"”P'“P'”P'”P'”I“”I'“I” z 68.00 36.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 IR S R R L
6.40 6.60 6.80 7.00
2 78 m/z 134.00 32.72%
38 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
640 6.60 6.80 7.00
5000 67 m/z 66.00 25.03%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmwﬁwmm‘ﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 I\
Abundance #14491: 5-Aminoindole LA L L L L L L B
132 6.40 6.60 6.80 7.00
m/z 96.00 13.93%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
m/z--> 15 25 §0 Jo 55 éo fo 85 95 160 1i0 150 150 140 aho a%o aéo 160

8270-BF020318.M Thu Feb 08 12:23:13 2018 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102826.D

Aca On : 7 Feb 2018 20:47

Operator : SJ/JU

Sample : J1473-17 2X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020318.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 1-Nonadecene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.87 3.82 ng 209476 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 91
2 Cvclotetracosane 336 C24H48 000297-03-0 91
3 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 91
4 Trichloroacetic acid. tetradecvl... 358 C16H29CI1302 074339-52-9 91
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 91
Abundance Scan 2003 (13.868 min): BF102826.D (-2001) (-) m/z 55.00 100.00%

%

5000
111
e
146 172791 212230 257 281 313331 13.60 13.80 14.00 14.20
O m/z 57.00 93.91%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #115904: 1-Nonadecene
83
5000 111 LA L L L L L LB
29 13 60 13. 80 14. OO 14 20
m/z 43.00 92.67%
OHWAJM
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
43 83
AR EEEEEEEEE
13.60 13.80 14.00 14.20
5000 m/z 83.05 70.18%
111
ol 26 66 139 167 106 224 250 279 308 336
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #185169: Heptadecy! trifluoroacetate AR EEEEEEEEE
57 13.60 13.80 14.00 14.20
97 m/z 41.00 52.47%
5000
29 125
0 |l 79 I | h . 1?4 182 210 238 265283 334
e ””.”.u”.”.””.u.uu.u.uu.u.uu.u.”u.u.. AR EEEEEEEEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13 60 13. 80 14. 00 14 20

8270-BF020318.M Thu Feb 08 12:23:13 2018 Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102826.D

Aca On : 7 Feb 2018 20:47

Operator : SJ/JU

Sample : J1473-17 2X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020318.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 1,3-Benzenedicarboxylic aci... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.67 4.24 ng 232282 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Benzenedicarboxvlic acid. bi... 390 C24H3804 000137-89-3 52
2 4-Nitrobenzoic acid. cvclobutvl ... 221 C11H11NO4 070335-00-1 38
3 Cvclohexaneamine. N-but-2-envlid... 167 C10H17NO 068048-01-1 27
4 Bis(2-ethvlhexvl) phthalate 390 C24H3804 000117-81-7 22
5 Phthalic acid, 6-ethyloct-3-yl 2... 418 C26H4204 1000315-53-8 22
Abundance Scan 2139 (14.668 min): BF102826.D (-2136) (-) m/z 70.00 100.00%
70
149
5000 112 261
167
41] ] ‘ 14,40 14.60 14.80 15.00
ol -.||, At ,l. Lodd 208 234 | | 308333 365 = n/z 149.00 61.50%
m/z--> 50 100 150 200 250 300 350
Abundance #207811: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl) este
70
112 NMMWW#MM&J
149167 261
5000 R AR SUNILE SR B
14.40 14.60 14.80 15.00
4l 279 m/z 112.05 43.57%
0 ‘L\ h 0 ‘h 93 ‘ L 189 23 | | 304 333 361
m/z--> 50 100 150 200 250 300 350
Abundance
70
14,40 14.60 14.80 15.00
5000 m/z 261.10 42 _.49%
a1 1, 150
O '?ZI T }69'1?? R AR U DR
m/z--> 50 100 150 200 250 300 350
Abundance #35903: Cyclohexaneamine, N-but-2-enylidene-N-oxide R aamsEs e
70 14.40 14.60 14.80 15.00
m/z 57.00 39.94%
= at ol /MM
0 """l"I JL‘?Q8“%3§£"“ UL UL UL UL UL R AR SUNILE SR B
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020718\
Data File : BF102826.D

Acq On > 7 Feb 2018 20:47

Operator : SJ/JU

Sample : J1473-17 2X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318.M
Quant Title : 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... 2.13 6.7 ng 380971 1 6.88 1138520 20.0
unknown3 .41 3.41 3.2 ng 183883 1 6.88 1138520 20.0
unknown6 .65 6.65 37.8 ng 2153740 1 6.88 1138520 20.0
1-Nonadecene 13.87 3.8 ng 209476 5 14.04 1096920 20.0
1,3-Benzenedicarb... 14.67 4.2 ng 232282 5 14.04 1096920 20.0
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