LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF121417\

Data File : BF101428.D

Aca On - 15 Dec 2017 7:25 Instrument :
Operator : SJ/JU BNA_F

Sample  : 16828-04 Gt
Misc i DBEW-2-0-4
ALS Vial : 31 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-BF121417.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 4.440 394 400 407 rBvV3 31532 56661 1.31% 0.162%
2 4.534 412 416 423 rVB 60528 83088 1.92% 0.238%
3 5.045 500 503 518 rBV 236943 417934 9.63% 1.198%
4 5.398 560 563 566 rBV 58971 70136 1.62% 0.201%
5

5.440 566 570 588 rvB 3661835 4135018 95.31% 11.849%

5.710 613 616 621 rVB 56697 60121 1.39% 0.172%
6.334 719 722 726 rBV 95272 102068 2.35% 0.292%
rBV 3542762 4338706 100.00% 12.433%
6.587 761 765 770 rvV 3803895 3874932 89.31% 11.104%
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1 6.634 770 773 777 rVB 209684 189329 4_36% 0.543%
11 6.816 800 804 810 rBV 1126325 1079870 24.89%% 3.094%
12 6.869 810 813 819 rvB4 44157 60228 1.39% 0.173%
13 6.969 826 830 838 rvB 3043722 2837636 65.40% 8.131%
14 7.075 843 848 852 rBv4 45744 68016 1.57% 0.195%
15 7.128 855 857 864 rvB2 43541 56026 1.29% 0.161%
16 7.386 896 901 910 rBV 2357077 2698467 62.20% 7.732%
17 8.069 1014 1017 1018 rBV 75873 59252 1.37% 0.170%
18 8.098 1018 1022 1024 rVV 1347597 1278728 29.47% 3.664%
19 8.145 1028 1030 1033 rVB 60764 55237 1.27% 0.158%
20 8.381 1062 1070 1074 rBV9 32986 65029 1.50% 0.186%
21 8.504 1088 1091 1093 rBV 55591 46555 1.07% 0.133%
22 8.675 1118 1120 1124 rVB 96380 76801 1.77% 0.220%
23 8.810 1140 1143 1150 rBV 170470 195260 4_50% 0.560%
24 8.910 1158 1160 1166 rVB 90864 97196 2.24% 0.279%
25 9.104 1191 1193 1197 rBV 70592 60382 1.39% 0.173%

26 9.169 1200 1204 1208 rBV 3476027 3485117 80.33% 9.987%
27 9.239 1213 1216 1219 rVB 194222 168619 3.89% 0.483%
28 9.275 1219 1222 1227 rBV 190360 194790 4._.49% 0.558%
29 9.369 1236 1238 1243 rVB 36187 44138 1.02% 0.126%
30 9.439 1246 1250 1254 rBV2 93113 150811 3.48% 0.432%

31 9.510 1258 1262 1265 rBV3 76571 113603 2.62% 0.326%
32 9.563 1265 1271 1278 rVB2 350211 447243 10.31% 1.282%
33 9.710 1293 1296 1299 rBV2 94408 108726 2.51% 0.312%
34 9.751 1301 1303 1304 rvv2 64541 50204 1.16% 0.144%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF121417\

Data File : BF101428.D

Aca On - 15 Dec 2017 7:25 Instrument :
Operator : SJ/JU BNA_F

Sample  : 16828-04 Gt
Misc i DBEW-2-0-4
ALS Vial : 31 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-BF121417.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 9.769 1304 1306 1311 rVB 274500 214813 4._95% 0.616%

36 9.851 1311 1320 1324 rBV2 1431582 1424135 32.82% 4._.081%
37 9.951 1335 1337 1341 rVB2 52580 59112 1.36% 0.169%
38 9.998 1343 1345 1348 rBV3 37923 43436 1.00% 0.124%
39 10.063 1353 1356 1359 rVv2 85456 104811 2.42% 0.300%
40 10.092 1359 1361 1365 rVB2 95164 107530 2.48% 0.308%

41 10.175 1371 1375 1377 rBV2 58079 97496 2.25% 0.279%
42 10.251 1384 1388 1389 rBV3 121493 131778 3.04% 0.378%
43 10.269 1389 1391 1394 rVB 285603 242936 5.60% 0.696%
44 10.486 1426 1428 1431 rVB 95662 89764 2.07% 0.257%
45 10.645 1451 1455 1459 rBV 1730990 1883772 43.42% 5.398%

46 10.745 1469 1472 1481 rVB2 273608 434417 10.01% 1.245%
47 11.192 1546 1548 1550 rBVY 142937 110216 2.54% 0.316%
48 11.222 1551 1553 1555 rVV 157451 128520 2.96% 0.368%
49 11.345 1570 1574 1576 rBV 1216561 1097619 25.30% 3.145%
50 11.369 1576 1578 1582 rVB 310482 275877 6.36% 0.791%

51 12.933 1841 1844 1850 rVB 1654897 1625928 37.47% 4_.659%

Sum of corrected areas: 34898087
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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

\\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF121417\

BF101428.D

15 Dec 2017 7:25

SJ/Ju

16828-04

31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF121417\
Data File : BF101428.D

Aca On : 15 Dec 2017 7:25

Operator : SJ/JU

Sample : 16828-04

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 4

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

5.05 7.74 ng 417934 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 3-Hexanol 102 C6H140 000623-37-0 33
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 27

Abundance Scan 504 (5.051 min): BF101428.D (-500) (-) m/z 43.00 100.00%
43.0
59.0
5000 /K
T 250 500 550 S0
o e e S e e m/z 59.00 54.61%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R L UL L I
59.0 480 500 520 5.40
0
150 a0 1010 m/z 101.00 16.43%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
480 5.00 520 5.40
5000 310 430 73.0 m/z 58.10 14.40%
84.0 101.0
e S S SIS SULIULS SURILIL IS IULIULS IULR LS LI I A\\
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)- T T Y
59.0 4.80 5.00 5.20 5.40
m/z 41.00 8.43%
5000
41.0
29.0 101.0
0 ‘\‘\ | \‘\50'0‘\ 1 73.0 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF121417\
Data File : BF101428.D

Aca On : 15 Dec 2017 7:25

Operator : SJ/JU

Sample : 16828-04

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.59 Concentration Rank 1

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

6.59 71.77 ng 3874930 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvporomine-propionvl 189 C12H15NO 1000123-86-3 10
4 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 766 (6.592 min): BF101428.D (-761) (-) m/z 132.00 100.00%
132.0
5000 68.0
00540 [| o 0L &% 540 G50 GB> Tho
o . . T m/z 68.05 37.56%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 T Ty
6.20 6.40 6.60 6.80 7.00
310 510 m/z 134.00 34.32%
0 ‘ b1 H 1 . !
L L L L L WL L ML LN L ML
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 6.80 7.00
5000 m/z 66.00 24 .15%
5.0 00 g5
O e
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 14 .56%
74.0
5000 98.0 116.0
3 I | IHM“ _ul p”h.. Mw i 1980 %8?|0l
m/z--> 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 : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF121417\
Data File : BF101428.D

Aca On : 15 Dec 2017 7:25

Operator : SJ/JU

Sample : 16828-04

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 Mesitylene Concentration Rank 5

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

6.63 3.51 ng 189329 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Mesitvlene 120 C9H12 000108-67-8 76
2 Benzene., 1.2.3-trimethvl- 120 C9H12 000526-73-8 70
3 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 64
4 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 64
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 60

Abundance Scan 772 (6.628 min): BF101428.D (-770) (-) m/z 105.10 100.00%
105.1
5000 1201
43.0 570
|| | 77|-° 91.0 | 1310 6.20 6.40 6.60 6.80 7.00
Obrr et e bt ke e e 2950 Tm/z 120.10  36. 76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9401: Mesitylene
105.0
120.0
5000
6.20 6.40 6.60 6.80 7.00
m/z 43.00 20.78%
150 270 30 510 650 TP OO | |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
105.0
6.20 6.40 6.60 6.80 7.00
5000 120.0 m/z 57.00 18.95%

0 390 510 g50 /70 910

0 15.0 27.

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9423: Benzene, 1-ethyl-3-methyl-

105.0 6.20 6.40 6.60 6.80 7.00

m/z 41.00 15.15%
5000
120.0
. 91.0
150 270 %90 510 eso TP O ‘
T T T TR T e e e e e e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF121417\
Data File : BF101428.D

Aca On : 15 Dec 2017 7:25

Operator : SJ/JU

Sample : 16828-04

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 Dodecane, 2-methyl-6-propyl- Concentration Rank 9

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

9.24 2.37 ng 168619 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 86
2 Tetradecane 198 C14H30 000629-59-4 86
3 Hexadecane 226 Cl16H34 000544-76-3 86
4 Nonadecane 268 C19H40 000629-92-5 83
5 10-Methylnonadecane 282 C20H42 056862-62-5 72

Abundance Scan 1216 (9.239 min): BF101428.D (-1213) (-) m/z 57.10 100.00%
57.1
5000
85.0
39 ‘ 112.1 9.00 9.20 9.40 9.60
0...,....',:..|,..'l..,J!...-',.... LMol 1691 1982 | m/z 43.10 77.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83051: Dodecane, 2-methyl-6-propyl-
57.0
5000 85.0 BN RE SE LRE

9.00 9.20 9.40 9.60
m/z 71.10 52.18%

140.0
o 30 | | 1130 T 18?0 205.0 226.0
B B R B B e S ST i e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
e e BRI e
9.00 9.20 9.40 9.60
5000 85.0 m/z 41.00 34.96%
29.0
0 113.0 141.0 169 o 198.0
B B L B A
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83027: Hexadecane Rm e R
57.0 9.00 9.20 9.40 9.60
m/z 85.05 29.26%
5000 85.0
29.0
1130
ol 420 330 1e90 agr0 250
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF121417\
Data File : BF101428.D

Aca On : 15 Dec 2017 7:25

Operator : SJ/JU

Sample : 16828-04

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 Phenol, 4-(1,1-dimethylprop... Concentration Rank 8

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

9.27 2.74 ng 194790 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-(1.1-dimethvilpropvl)- 164 C11H160 000080-46-6 94
2 Phenol. m-tert-butvl- 150 C10H140 000585-34-2 70
3 Phenol. p-tert-butvl- 150 C10H140 000098-54-4 58
4 Propane. 1.3-bis(ethvithio)- 164 C7H16S2 033672-52-5 52
5 Hexestrol 270 C18H2202 000084-16-2 50

Abundance Scan 1221 (9.269 min): BF101428.D (-1219) (-) m/z 135.10 100.00%
135.

35.1
5000
107.0 154.1
A\

T T T TR T T
41.0 65.0 gllcl)

9.00 9.20 9.40 9.60

0 193.0
O el bbb Ll §71.0 1930 m/z 107.00 42.70%
miz--> 20 40 60 80 100 120 140 160 180
Abundance #33622: Phenol, 4-(1,1-dimethylpropyl)-
135.0
107.0 9.00 9.20 9.40 9.60

m/z 154.10 36.15%

41.0 77.0 164.0
ok 20 L 920
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
135.0

9.00 9.20 9.40 9.60

5000 m/z 153.10 15.66%
107.0 150.0
41.0
56.0 7.0 92.0
O e T T T e T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #23712: Phenol, p-tert-butyl-
135.0 9.00 9.20 9.40 9.60

m/z 41.00 13.95%

5000
107.0
150.0

41.0
65.0 91.
15.0 ; ‘ ‘ ! | |

O e e e e e e s m e

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 : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF121417\
Data File : BF101428.D

Aca On : 15 Dec 2017 7:25

Operator : SJ/JU

Sample : 16828-04

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 Naphthalene, 1,6-dimethyl- Concentration Rank 11

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

9.44 2.12 ng 150811 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 97
2 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 97
3 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 97
4 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 96
5 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 96

Abundance Scan 1250 (9.439 min): BF101428.D (-1246) (-) m/z 156.05 100.00%
1

5000
173.11g8.0 9.20 9.40 9.60 9.80
(o} m/z 141.05 65.97%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28499: Naphthalene, 1,6-dimethyl-
156.0
141.0
5000
9.20 9.40 9.60 9.80
m/z 155.10 34.18%
51.0 77.0 115.0
270 >0 980 |l
| MEELE SIS AMSP | MM 1 HNENE NIRRT M| S —
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
156.0
1410 9.20 9.40 9.60 9.80
5000 m/z 115.00 16.52%
115.0
280 5L0 710 gy
o) R PSRNNOT NSRS NSROP MRSV SEMENS NIRRT M | S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28486: Naphthalene, 2,3-dimethyl- e e e e
156.0 9.20 9.40 9.60 9.80
141.0 m/z 157.10 15.35%
5000
115.0
oz S0 Tleo | ol
m/z--> 20 40 60 80 100 120 140 160 180 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF121417\
Data File : BF101428.D

Aca On : 15 Dec 2017 7:25

Operator : SJ/JU

Sample : 16828-04

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 Hexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.27 3.41 ng 242936 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Nonane. 5-butvl- 184 C13H28 017312-63-9 80
3 Heptadecane 240 C17H36 000629-78-7 64
4 Bacchotricuneatin c 342 C20H2205 066563-30-2 59
5 Undecane, 2-methyl- 170 C12H26 007045-71-8 59
Abundance Scan 1391 (10.269 min): BF101428.D (-1389) (-) m/z 57.05 100.00%
57.0
5000
113.1 10.00 10.20 10.40 10.60
ol 140.1 161.1 182.0201.1 n/z 43 .10 73420
m/z--> 200 40 60 80 100 120 140 160 180 200 220 240
Abundance #83025: Hexadecane
57.0
5000 L UL BULELLN BRI UL
85.0 10 00 10. 20 10 40 10 60
29.0 ' m/z 71.10 59.68%
0 J M |, J | 1130 1410 169.0 197.0 226.0
m/z--> 25 Jo éo éo 160 150 150 160 180 200 250 250
Abundance
43.0 71.0
110,00 10.20 1040 10.60
5000 126.0 m/z 85.10 36.43%
0 97.0 1550 _ 1840
m/z--> 25 Jo éo éo 160 150 150 160 180 200 250 250
Abundance #94346: Heptadecane LI L L L LB BN
57.0 10.00 10.20 10.40 10.60
m/z 41.10 30.04%
85.0
5000
29.0
. | I [ 130 1410 1690 197.0 240.0
m/z--> 25 Jo éo éo 160 150 150 1éo 180 200 250 250 1000 1020 1040 1060
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF121417\
Data File : BF101428.D

Aca On : 15 Dec 2017 7:25

Operator : SJ/JU

Sample : 16828-04

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 Bacchotricuneatin c Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.75 7.92 ng 434417 Phenanthrene-d10 11.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bacchotricuneatin c 342 C20H2205 066563-30-2 99
2 Tridecane 184 C13H28 000629-50-5 94
3 Heptadecane 240 C17H36 000629-78-7 94
4 Tridecane. 7-hexvl- 268 C19H40 007225-66-3 90
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 90
Abundance Scan 1473 (10.751 min): BF101428.D (-1469) (-) m/z 57.10 100.00%
57.1
5000
85.1
113.1 10.40 10.60 10.80 11.00
155.1183.1
ol bl L RS 28 2442 Tm/z 71.10  72.28%
m/z--> 50 100 150 200 250 300
Abundance #178298: Bacchotricuneatin ¢
710/ 1120
5000 R UL DU BURE B
mmmmmmnm
m/z 43.10 64 .99%
. Hﬂ\l o0 “‘19“1-0‘217.0 245.0 312.0 342.0
m/z--> 56 260 2éo 360
Abundance
57.0
10,40 10.60 10.80 11.00
5000 m/z 85.10 30.23%
85.0
29.0
o 113.0141.0 184.0
m/z--> 55 160 150 200 250 360 '
Abundance #94344: Heptadecane LA L L L L L L N B
57.0 10.40 10.60 10.80 11.00
m/z 41.10 27 .78%
5000 85.0
29.0
m/z--> 55 160 150 260 250 360 ' 1040 1060 1080 1100 '
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF121417\
Data File : BF101428.D

Aca On : 15 Dec 2017 7:25

Operator : SJ/JU

Sample : 16828-04

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 Pentadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.19 2.01 ng 110216 Phenanthrene-d10 11.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 76
2 Undecane. 3-methvl- 170 C12H26 001002-43-3 64
3 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 58
4 Dodecane. 2-methvl- 184 C13H28 001560-97-0 53
5 Decane, 3-bromo- 220 C10H21Br 030571-71-2 52
Abundance Scan 1548 (11.192 min): BF101428.D (-1546) (-) m/z 57.10 100.00%
57.1
5000 85.1
| a1 wates1 9L 10780 1100 1120 1140 1160
Obrrr el el st e m/z 43.10 70.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #71396: Pentadecane
57.0
85.0
5000 U SRR BRI B B
10 80 11. oo 11. 20 11. 40 11. 60
29.0 m/z 71.10 52.04%
oL 180 0 wge  m20
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57.0
10,80 11.00 11.20 11.40 11.60
0
5000 85.0 m/z 85.10 41 .64%
29.0
141.0
o 112.0 170.0
m/z--> 25 45 eb 85 160 150 150 1éo 180 200 220 210 2éo
Abundance #83051: Dodecane, 2-methyl-6-propyl- R e e e e
57.0 10.80 11.00 11.20 11.40 11.60
m/z 41.10 32.46%
5000 85.0
140.0
o 370 | | 11130 7 182.0 505 0 226.0
m/z--> 2'0 4'0 6|0 8|O 1(')0 150 14'10 160 180 200 220 240 2('30 10 80 11. oo 11. 20 11. 40 11. 60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF121417\
Data File : BF101428.D

Aca On : 15 Dec 2017 7:25

Operator : SJ/JU

Sample : 16828-04

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 Sulfurous acid, 2-ethylhexy... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.22 2.34 ng 128520 Phenanthrene-d10 11.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 72
2 Undecane. 6-ethvl- 184 C13H28 017312-60-6 64
3 Bacchotricuneatin c 342 C20H2205 066563-30-2 64
4 Nonane. 5-methvl-5-propvl- 184 C13H28 017312-75-3 59
5 Hexadecane, 7-methyl- 240 C17H36 026730-20-1 59
Abundance Scan 1553 (11.222 min): BF101428.D (-1551) (-) m/z 57.10 100.00%
57.1
5000 85.1
113.1 183.1 " 11.00 11,20 11,40 11.60
0.,....',l... e g2l 2282 2882 gz 71.10 74.78%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #125660: Sulfurous acid, 2-ethylhexyl hexyl ester
57.0
5000 85.0 LR LR B I
11.00 11.20 11.40 11.60
9.0 113.0 m/z 43.10 48 .56%
owJuw”MJ”“”.”L.”.””“”.””.”.””.”.””.”w””.“q”.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57.0
11,00 11,20 11,40 11.60
5000 m/z 85.10 40.86%
29.0 85.0 1120
154.0
0 184.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #178298: Bacchotricuneatin ¢ A L R REmms e
71.0| 1120 11.00 11.20 11.40 11.60
m/z 41.10 19.46%
5000
. HH\l 70 19105160 250 312.0 342.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 11,00 1120 11.40 11.60
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF121417\
Data File : BF101428.D

Acq On : 15 Dec 2017 7:25

Operator : SJ/JU

Sample - 16828-04

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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... 5.05 7.7 ng 417934 1 6.82 1079870 20.0
unknown6 .59 6.59 71.8 ng 3874930 1 6.82 1079870 20.0
Mesitylene 6.63 3.5 ng 189329 1 6.82 1079870 20.0
Dodecane, 2-methy... 9.24 2.4 ng 168619 3 9.85 1424140 20.0
Phenol, 4-(1,1-di... 9.27 2.7 ng 194790 3 9.85 1424140 20.0
Naphthalene, 1,6-... 9.44 2.1 ng 150811 3 9.85 1424140 20.0
Hexadecane 10.27 3.4 ng 242936 3 9.85 1424140 20.0
Bacchotricuneatin c 10.75 7.9 ng 434417 4 11.35 1097620 20.0
Pentadecane 11.19 2.0 ng 110216 4 11.35 1097620 20.0
Sulfurous acid, 2... 11.22 2.3 ng 128520 4 11.35 1097620 20.0
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