LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032918\
Data File : BF104055.D

Aca On : 29 Mar 2018 17:08

Operator : JU/SJ

Sample : J2085-01 5X

Misc :

ALS Vial : 13 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-BF032818.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 2.257 25 29 36 rvB 18602 27331 2.71% 0.251%
2 5.604 594 598 614 rBV 76570 264601 26.23% 2.430%
3 6.239 702 706 709 rBV 139033 125123 12.40% 1.149%
4 6.604 764 768 775 rBV 102171 255293 25.31% 2.345%
5 6.657 775 777 788 rVV 126616 193372 19.17% 1.776%
6 6.739 788 791 814 rVB 276690 500656 49.63% 4 .598%
7 6.969 826 830 845 rBV 348515 572702 56.78% 5.260%
8 7.122 852 856 871 rVB 245626 331849 32.90% 3.048%
9 7.534 922 926 944 rBV 86731 251250 24.91% 2.308%
10 8.245 1044 1047 1067 rBV 547794 777047 77 .03% 7.137%
11 9.063 1183 1186 1188 rBvV2 22069 18715 1.86% 0.172%
12 9.180 1202 1206 1207 rBV3 17085 19278 1.91% 0.177%
13 9.228 1212 1214 1216 rBvV2 15434 16995 1.68% 0.156%
14 9.316 1226 1229 1238 rBV 384663 478084 A47.40% 4.391%
15 9.386 1238 1241 1245 rVvVv5 44562 54983 5.45% 0.505%
16 9.422 1245 1247 1249 rVvVv2 18666 18298 1.81% 0.168%
17 9.463 1252 1254 1258 rVB4 22751 25096 2.49% 0.231%

18 9.639 1279 1284 1286 rBV6 53840 102379 10.15% 0.940%
19 9.704 1292 1295 1298 rBV3 207613 228374 22.64% 2.098%
20 9.763 1303 1305 1307 rvv3 42021 35309 3.50% 0.324%

21 9.857 1319 1321 1324 rBV3 94104 94520 9.37% 0.868%
22 9.904 1327 1329 1333 rVB3 174973 185185 18.36% 1.701%
23 10.004 1340 1346 1351 rBV3 725396 1008706 100.00% 9.265%
24 10.410 1412 1415 1417 rVB2 199818 185190 18.36% 1.701%
25 10.633 1451 1453 1456 rVB 300409 284319 28.19% 2.611%

26 10.904 1496 1499 1502 rVB 799881 691794 68.58% 6.354%
27 11.369 1575 1578 1581 rBV 427583 395029 39.16% 3.628%
28 11.504 1598 1601 1612 rVB 519861 758548 75.20% 6.967%
29 13.086 1867 1870 1876 rVB 305622 323404 32.06% 2.970%
30 13.892 2005 2007 2011 rVB 94087 83162 8.24% 0.764%

31 14.115 2043 2045 2048 rVB 103511 89899 8.91% 0.826%
32 14.157 2049 2052 2061 rVB 505411 619435 61.41% 5.689%
33 14.486 2105 2108 2111 rVB 150241 148860 14.76% 1.367%
34 14.521 2111 2114 2118 rBV 146189 117278 11.63% 1.077%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032918\
Data File : BF104055.D

Aca On : 29 Mar 2018 17:08

Operator : JU/SJ

Sample : J2085-01 5X

Misc :

ALS Vial : 13 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-BF032818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.739 2148 2151 2155 rVB 291528 274776 27 .24% 2.524%
36 15.121 2214 2216 2220 rVB 157479 175609 17.41% 1.613%
37 15.274 2239 2242 2245 rVB 205291 225541 22.36% 2.072%
38 15.433 2266 2269 2273 rVB 143548 155229 15.39% 1.426%
39 15.709 2311 2316 2325 rVB 312073 519286 51.48% 4._770%
40 16.139 2386 2389 2394 rVB 53039 73528 7.29% 0.675%

41 16.198 2396 2399 2409 rVB 93448 181532 18.00% 1.667%

Sum of corrected areas: 10887565
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA F\DATA\BF032918\
Data File : BF104055.D

Aca On : 29 Mar 2018 17:08

Operator : JU/SJ

Sample : J2085-01 5X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032818.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF104055.D

1500000

1000000

500000

2.26

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF104055.D

1500000

1000000

8.25
500000

O e e S S S S S S S S e e o A S

Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF104055.D

1500000

1000000
14.16

500000

e

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032918\
Data File : BF104055.D

Aca On : 29 Mar 2018 17:08

Operator : JU/SJ

Sample : J2085-01 5X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 (1S)-2,6,6-Trimethylbicyclo... Concentration Rank 12

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

6.24 4_.37 ng 125123 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (19)-2.6.6-Trimethvlbicvclol3.1.... 136 C10H16 007785-26-4 97
2 .alpha.-Pinene 136 C10H16 000080-56-8 95
3 (1R)-2.6.6-Trimethvlbicvclol3.1.... 136 C10H16 007785-70-8 94
4 Bicvclol3.1.11hept-2-ene. 3.6.6-... 136 C10H16 004889-83-2 94
5 Tricyclo[2.2.1.0(2,6)]heptane, 1... 136 C10H16 000508-32-7 91

Abundance Scan 706 (6.239 min): BF104055.D (-702) (-) m/z 93.00 100.00%
93
5000
77 R
41 53 67 H o 105 121 oo 6.00 620 640 6.60
Ot it et bl 88 M TR Tm/z 91.00  42.28Y%
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15851: (1S)-2,6,6-Trimethylbicyclo[3.1.1]hept-2-ene
93
5000 R RS AR LA A
6.00 6.20 6.40 6.60
a1 77 m/z 92.05 34.89%
27 53 67 “ H 105 121 446
0'w'“'w'mu“'hb”'ﬁu“l”wﬁ'“*hgilﬂ'w'““v'”m'“l“lw'“
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
93
6.00 6.20 6.40 6.60
5000 m/z 77.00 28.63%
41 7
27 53 0 67 105 121 136
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15852: (1R)-2,6,6-TrimethyIbicyclo[3.1.1]hept-2-ene
93 6.00 6.20 6.40 6.60
m/z 79.00 24 _.28%
5000
41 w 121
67 105
0 'W'%§'I”?TI“"I'”'I??'W""P"'I?A'I""P"'I'”'I'"W'%??I'” R L R LR AR
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032918\
Data File : BF104055.D

Aca On : 29 Mar 2018 17:08

Operator : JU/SJ

Sample : J2085-01 5X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 2 unknown6.74 Concentration Rank 2

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

6.74 17.48 ng 500656 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
2 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 791 (6.739 min): BF104055.D (-788) (-) m/z 132.00 100.00%
132
5000 68 k
40 75 % 640 6.60 6.80 7.00
54 104 : . . .
O B 2L 2 e MW w/z 68.05 37.35%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67
a1 o7 6.40 6.60 6.80 7.00
53 - 117 m/z 134.00 31.20%
0 34 “‘ ‘\ . 61\“\‘ L1 89 [, 103110 124
miz--> T 4 w8 7o 8 % 160 110 150 10 10
Abundance
132
97 6.40 6.60 6.80 7.00
5000 o m/z 66.00 22 .37%
52
0 st 44 60 78 gg 105 116
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132 6.40 6.60 6.80 7.00
m/z 69.05 15.30%
5000
33 44 g7 105
|| 80 TP g | s ‘
m/z--> 30 40 5'0 60 70 8 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032918\
Data File : BF104055.D

Aca On : 29 Mar 2018 17:08

Operator : JU/SJ

Sample : J2085-01 5X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 unknown9.64 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
9.64 2.03 ng 102379 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. octahvdro-2.3a.4-trim... 208 C15H28 031230-13-4 38
2 Silane. chlorodiisopropvlisoprop... 208 C9H21CIOSi 1000305-87-8 38
3 Naphthalene. decahvdro-1.6-dimet... 208 C15H28 029788-41-8 35
4 Muurolane-B 208 C15H28 1000121-63-7 35
5 11-Oxatetracyclo[4.2.1.1(2,5).1(... 192 C12H1602 1000194-37-0 25
Abundance Scan 1284 (9.639 min): BF104055.D (-1279) (-) m/z 57.05 100.00%
109

5000
123 135

9.40 9.60 9.80 10.00

0! m/z 109.10 96.59%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67977: 1H-Indene, octahydro-2,3a,4-trimethyl-2-(1-methyle...
109 165
95
5000 41 L e
55 69 g 9.40 9.60 9.80 10.00
123 m/z 95.00 74.21%
‘ | ‘ P erasm | 193 208
) NS MNP LS PN i | S A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
95
165 IIIIIIIIIIIIIIIIIIIIIII
123 9.40 9.60 9.80 10.00
5000 m/z 81.00 72.46%
41 63 81 107 151 193 208
SRR A S RN PO | N RSN 1 RSEIRLYH VMRS RSt SufR S

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67976: Naphthalene, decahydro-1,6-dimethyl-4-(1-methylethyl) b RRREE EEE A

g5 109 9.40 9.60 9.80 10.00
m/z 71.00 67.17%
55 165
5000 41 o 81
29 123
‘ ‘ 135 149 208
Y | N TP Y e A | I AN R
m/z--> 20 40 60 80 100 120 140 160 180 200 9.40 9.60 980 10 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032918\
Data File : BF104055.D

Aca On : 29 Mar 2018 17:08

Operator : JU/SJ

Sample : J2085-01 5X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032818.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 unknown9.70 Concentration Rank 11

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

9.70 4.53 ng 228374 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Methvl-2-(2-oxopropvD)furan 138 C8H1002 087773-62-4 25
2 Tetradecane. l1l-iodo- 324 C14H29l 019218-94-1 22
3 Nonadecane 268 C19H40 000629-92-5 22
4 Dodecane 170 C12H26 000112-40-3 22
5 Dodecane, l1l-iodo- 296 C12H25l1 004292-19-7 22

Abundance Scan 1294 (9.698 min): BF104055.D (-1292) (-) m/z 57.10 100.00%
57
71 193

43

5000

9.40 9.60 9.80 10.00

o m/z 193.15 78.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #17353: 3-Methyl-2-(2-oxopropyl)furan
57
5000 1 95 LA L L L L
9.40 9.60 9.80 10.00
109 m/z 71.05 76.93%
L e
O ,,,, R e N RAREE R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 57
EEEE SRR e
9.40 9.60 9.80 10.00
50000 g & m/z 69.05 69.44%
85
15 99113127141155169 197

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117637: Nonadecane R R B
9.40 9.60 9.80 10.00
m/z 43.10 67.42%

5000

99

113127141155169183197
N
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032918\
Data File : BF104055.D

Aca On : 29 Mar 2018 17:08

Operator : JU/SJ

Sample : J2085-01 5X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 2-Pentanone, 4-cyclohexylid... Concentration Rank 15

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

9.90 3.67 ng 185185 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-cvclohexvlidene-3... 222 C15H260 313253-65-5 64
2 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 53
3 1-(p-Fluorophenvl)-4-piperidone 193 C11H12FNO 1000238-56-7 35
4 1-Anthracenamine 193 C14H11IN 000610-49-1 27
5 2,6-Heptadienal, 2,4-dimethyl- 138 C9H140 085136-08-9 25

Abundance Scan 1328 (9.898 min): BF104055.D (-1327) (-) m/z 193.20 100.00%
193
5000
206
149 163 187 '9.60 9.80 10.00 10.20
o} m/z 97.10 95.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #79434: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-
193
5000 43 95 L R LN BN SULE
69 7 109 9.60 9.80 10.00 10.20
‘ 81 ‘ m/z 69.10 93.83%
o m Al H m\\ u\ e m ,1?7,1??,16,3, 179 | 207 222
m/z--> 20 40 100 120 140 160 180 200 220
Abundance
193
123 '9.60 9.80 10.00 10.20
5000 69 95 109 m/z 109.10 81.93%
55 83 137
) 151 165 179 208
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55233: 1-(p-Fluorophenyl)-4-piperidone R R B
193 9.60 9.80 10.00 10.20
m/z 55.10 78.93%
123
5000
150
95
oL15 27 4255 75 | 109 | 135 | 164 78|
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032918\
Data File : BF104055.D

Aca On : 29 Mar 2018 17:08

Operator : JU/SJ

Sample : J2085-01 5X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 unknownl0.41 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.41 3.67 ng 185190 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Maanesium., bis(acetvlacetonate) 222 C10H14Ma0O4 068488-07-3 49
2 2.6-Naphthalenedione. octahvdro-... 208 C13H2002 057289-16-4 47
3 3-Methvl-5-(1.4.4-trimethvlcvclo... 224 C15H280 1000187-09-1 47
4 trans-2-(1-Hvdroxvcvclohexvl)-furan 166 C10H1402 115754-87-5 43
5 Pentanamide, N-(4-methoxyphenyl)- 207 C12H17NO2 1000306-89-3 43
Abundance Scan 1415 (10.410 min): BF104055.D (-1412) (-) m/z 123.10 100.00%
5000
41 55 69 g1 95 109 207 kﬁAvAvhvmﬂw*)bJ{*“”A“A"”\yAfﬁf
137 RIS IR SN
149 150 101 222 10.00 10.20 10.40 10.60 10.80
o} m/z 69.10 37 .09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #78559: Magnesium, bis(acetylacetonate)
123
207
5000 U BRI SR B
10.00 10.20 10.40 10.60 10.80
91 180 m/z 55.05 36.84%
0 28 ‘ ‘ 65 7\8 1 1\(\)7 Ll ‘ N 136 152 165 “ 1?1 m\‘ ‘ h
m/z--> 20 4b eb 80 160 120 140 160 180 200 220
Abundance
123 208
10.00 10.20 10.40 10.60 10.80
5000 m/z 41.10 33.19%
41 55 69 97
83 109 137
27 151 165 180 193
O [ T T T T T T T T e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #81206: 3-Methyl-5-(1,4,4-trimethylcyclohex-2-enyl)pentan-1-0 A B o
123 10.00 10.20 10.40 10.60 10.80
m/z 81.10 33.02%
5000 a1 LJ\«xJJwﬂﬂMﬂ*ﬂ”AﬂJLAJMNﬁﬁMV
41 95
55 109
o 2 L GK A1 T T 138150 168180191 209 224
m/z--> 20 4b 60 80 160 150 140 160 180 200 250 ' 10.00 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032918\
Data File : BF104055.D

Aca On : 29 Mar 2018 17:08

Operator : JU/SJ

Sample : J2085-01 5X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 Bacchotricuneatin c Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.63 5.64 ng 284319 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bacchotricuneatin c 342 C20H2205 066563-30-2 93
2 Heptacosane 380 C27H56 000593-49-7 80
3 Tridecane. 5-propvl- 226 C16H34 055045-11-9 78
4 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 72
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 72
Abundance Scan 1452 (10.627 min): BF104055.D (-1451) (-) m/z 57.10 100.00%
57
8 R BRI SO BN B
‘ | | 1}3 137 1?311555 205 36 10.40 10.60 10.80 11.00 '
Ol bbbt 2 m/z 71.10 60.70%
m/z--> 50 100 150 200 250 300 350
Abundance #178298: Bacchotricuneatin ¢
71 112
9
5000 R BRI U BN B
10.40 10.60 10.80 11.00
32 m/z 43.10 41 .36%
0 7 ot s e 312 342
m/z--> 55 160 1éo 260 250 360 350
Abundance
57
"' 10.40 1060 10.80 11.00
5000 m/z 41.10 28.05%
85
0 29 113 141 169 197 225 253 281 323 351 380
m/z--> 55 160 1éo 260 250 360 3éo
Abundance #83031: Tridecane, 5-propyl- R AEEmEEES L
57 10.40 10.60 10.80 11.00
m/z 55.10 26.54Y%
5000
85
112
oL3ol | | w188 o
m/z--> 5'0 1(')0 1&'30 2(')0 25'30 3(')0 3&'30 10.'40 10.I60 10.|80 11.'00

8270-BF032818_.M Fri Mar 30 11:58:53 2018 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032918\
Data File : BF104055.D

Aca On : 29 Mar 2018 17:08

Operator : JU/SJ

Sample : J2085-01 5X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 Decane, 2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.90 18.24 ng 691794 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 2-methvl- 156 C11H24 006975-98-0 87
2 Tridecane. 4-methvl- 198 C14H30 026730-12-1 81
3 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 81
4 Undecane. 6-ethvl- 184 C13H28 017312-60-6 72
5 Nonane, 2,6-dimethyl- 156 C11H24 017302-28-2 64
Abundance Scan 1498 (10.898 min): BF104055.D (-1496) (-) m/z 57.10 100.00%
57 71
5000 43
85
99 113 RN SRR U
127947 157 183 10.60 10.80 11.00 11.20
NI 201 225238 m/z 71.10 82.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #28432: Decane, 2-methyl-
5000 71 L B UL B UL
10,60 10.80 11.00 11.20
29 85 m/z 43.10 50.58%
m/z--> 20 40 éo éo 100 120 140 160 180 200 220 240
Abundance
43 57
1 RN SRR U
10.60 10.80 11.00 11.20
5000 m/z 85.10 31.15%
85
2 9 155
0 113126 141 "7 168 183 198
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #71406: Dodecane, 2,6,11-trimethyl- R R B
57 71 10.60 10.80 11.00 11.20
43 m/z 41.10 21.44%
29 99 113
NIEZINI | w I MP127 04 155169 165 197 210
m/z--> 20 40 6|0 80 100 120 140 160 180 200 220 240 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032918\
Data File : BF104055.D

Aca On : 29 Mar 2018 17:08

Operator : JU/SJ

Sample : J2085-01 5X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 Tetracosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.37 10.42 ng 395029 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 87
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 87
3 Tridecane. 5-propvl- 226 C16H34 055045-11-9 76
4 Decane. 5-propvl- 184 C13H28 017312-62-8 72
5 Octacosane 394 C28H58 000630-02-4 72
Abundance Scan 1578 (11.369 min): BF104055.D (-1575) (-) m/z 57.10 100.00%
57
4 RIS AR BN B I
141 11.00 11.20 11.40 11.60
0 ,,| ,.J'..,!l..:']..:l. A AR8 183200 222 251 o m/z 71.10  90.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175557: Tetracosane
57
5000 85 L BN BRI B B B
nmnmnmnm
29 m/z 85.10 50.25%
o L8 141 169 107 225 253 281 309 338
m/z--> 20 45 eb éo 160 120 140 160 180 200 220 240 260 280 300 320 350
Abundance
57
11,00 1120 11.40 11.60
5000 85 m/z 43.10 46 .58%

?

113
ol 40 141 183 211 239 267 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #83031: Tridecane, 5-propyl- L B o
57 11.00 11.20 11.40 11.60
m/z 41.10 24 _35%
>0 W
85
112
o3 LA 141 183 99p
A e e e e e R R m
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 11. OO 11. 20 11. 40 11.60

8270-BF032818_.M Fri Mar 30 11:58:54 2018
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032918\
Data File : BF104055.D

Aca On : 29 Mar 2018 17:08

Operator : JU/SJ

Sample : J2085-01 5X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 Phthalic acid, heptyl 3-met... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.89 2.69 ng 83162 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. heptvl 3-methvlbu... 334 C20H3004 1000356-80-8 72
2 Phthalic acid. butvl isoporpvl e... 264 C15H2004 1000314-99-8 72
3 Phthalic acid. 2.2-dichloroethvl... 374 C18H24C1204 1000356-92-9 72
4 Phthalic acid. butvl hept-2-vl e... 320 C19H2804 1000356-97-1 72
5 Phthalic acid, di(hept-3-yl) ester 362 C22H3404 1000357-00-0 72
Abundance Scan 2007 (13.892 min): BF104055.D (-2005) (-) m/z 149.00 100.00%
149
5000
57 13,60 13.80 14.00 14.20
83 104 167 265
OLprrr ol e e ok 210 232 <D 204811830 "m/z 57.10  9.59%
miz-> 20 40 60 80 100120 140 160 180 200 220 240 260 280 300 320 340
Abundance #172526: Phthalic acid, heptyl 3-methylbuty! ester
149
5000 LI I B SULL B
13.60 13.80 14.00 14.20
- m/z 150.00 9.08%
ol 43 1041 167 193 219237 265
miz-> 20 40 60 80 100120 140 160 180 200 220 240 260 280 300 320 340
Abundance
149
13,60 13.80 14.00 14.20
5000 m/z 41.10 7.76%
0 41 59 76 104122 167 191209 264
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #199106: Phthalic acid, 2,2-dichloroethyll octyl ester AR EEREE L
149 13.60 13.80 14.00 14.20
m/z 43.10 7.03%
5000
o 43 70 104121 167 2152§3
wP>25&eb%mmmmmmmmmnmm%mmmmmﬁo 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032918\
Data File : BF104055.D

Aca On : 29 Mar 2018 17:08

Operator : JU/SJ

Sample : J2085-01 5X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 Phthalic acid, heptyl 6-met... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.49 4.81 ng 148860 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. heptvl 6-methvlhe... 376 C23H3604 1000377-96-1 86
2 Phthalic acid. 2-ethvlbutvl hept... 348 C21H3204 1000356-89-2 86
3 Phthalic acid. dec-2-vl heptvl e... 404 C25H4004 1000356-94-3 86
4 Phthalic acid. hept-3-vl octvl e... 376 C23H3604 1000356-99-2 80
5 Phthalic acid, hexyl 6-methylhep... 362 C22H3404 1000377-96-0 80
Abundance Scan 2109 (14.492 min): BF104055.D (-2105) (-) m/z 149.00 100.00%
149
5000
57 167 265 14.20 14.40 14.60 14.80
ol BEI0 12T | ] 198 221239 717285304 343 878 | h77 150.00  8.17%
m/z--> 50 100 150 200 250 300 350
Abundance #200646: Phthalic acid, heptyl 6-methylhept-2-yl ester
149
5000 AR L SO B
14.20 14.40 14.60 14.80
- m/z 57.00 6.55%
L2076 104123 | 1O 247265
m/z--> 50 100 150 200 250 300 350
Abundance
149
14.20 14.40 14,60 14.80
5000 m/z 265.10 6.45%
o ° 65 851041 167 247265
m/z--> 50 100 150 200 250 300 350
Abundance #213823: Phthalic acid, dec-2-yl heptyl ester R a R ARREEE
149 14.20 14.40 14.60 14.80
m/z 167 .00 6.35%
5000
265
0 29\‘§7 83 104123 167 247 | 307
m/z--> 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032918\
Data File : BF104055.D

Aca On : 29 Mar 2018 17:08

Operator : JU/SJ

Sample : J2085-01 5X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 Phthalic acid, hept-3-yl no... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14 .52 3.79 ng 117278 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. hept-3-vl nonvl e... 390 C24H3804 1000356-99-3 86
2 Phthalic acid. 5-methvlhex-2-vl ... 334 C20H3004 1000371-08-9 80
3 Phthalic acid. hexvl 6-methvlhep... 362 C22H3404 1000377-96-0 80
4 Phthalic acid. butvl isoporpvl e... 264 C15H2004 1000314-99-8 72
5 Phthalic acid, decyl hept-2-yl e... 404 C25H4004 1000356-97-7 72
Abundance Scan 2114 (14.521 min): BF104055.D (-2111) (-) m/z 149.00 100.00%
149
5000
43 14.20 14.40 14.60 14.80
69 99
oL P 20121 | 175196218 242265 293313 341 368 420 | 7, 4310  10.15%
m/z--> 50 100 150 200 250 300 350 400
Abundance #207683: Phthalic acid, hept-3-yl nonyl ester
149
5000 A BUARULE UM RN IR
14:20 14.40 14.60 14.80
m/z 57.10 10.01%
oL 7198 123 | 2?3
m/z--> 50 160 150 200 250 300 350 400
Abundance
149
1420 14.40 14.60 14.80
5000 m/z 150.00 9.12%
43 237
0 70 99 121
mz-> 50 100 150 200 250 300 350 400
Abundance #192087: Phthalic acid, hexyl 6-methylhept-2-y ester e
149 14.20 14.40 14.60 14.80
m/z 56.00 7.26%
5000
oL P69 104 ‘ 201
m/z--> 50 100 150 200 250 300 350 400 14:20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032918\
Data File : BF104055.D

Aca On : 29 Mar 2018 17:08

Operator : JU/SJ

Sample : J2085-01 5X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 Phthalic acid, 3-methylbut-... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.12 6.76 ng 175609 Perylene-d12 15.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. 3-methvlbut-3-env... 416 C26H4004 1000357-11-1 72
2 Phthalic acid. hexvl isoporpvl e... 292 C17H2404 1000315-00-0 72
3 1.2-Benzenedicarboxvlic acid. is... 418 C26H4204 001330-96-7 72
4 Phthalic acid. 3.5-difluoropheny... 432 C25H30F204 1000314-96-8 72
5 Phthalic acid, dodecyl 3-fluorop... 428 C26H33F04 1000356-66-8 72
Abundance Scan 2216 (15.121 min): BF104055.D (-2214) (-) m/z 149.00 100.00%
149
5000
71 14.80 15.00 15.20 15.40
104 127 293
oL, .!1,". ot s |1 186 217 247268 TUR315 383 m/z 43.10 11.88%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217979: Phthalic acid, 3-methylbut-3-enyl tridecyl ester
149
5000 A SRR UL IR AR
68 14,80 15.00 15.20 15.40
m/z 150.00 9.02%
oL T | 104125 | 183 216 349 416
m/z--> 50 100 150 200 250 300 350 400
Abundance
149
14:80 15.00 15.20 15.40
5000 m/z 57.10 8.72%
43 76 104 177 209 233 292
m/z--> 50 100 150 200 250 300 350 400
Abundance #218739: 1,2-Benzenedicarboxylic acid, isodecy! octyl ester R e EEEEEmmame
149 14.80 15.00 15.20 15.40
m/z 71.10 7.71%
5000
L2y 1 /83104125 | 176 219 307
m/z--> 50 100 150 200 250 300 350 400 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032918\
Data File : BF104055.D

Aca On : 29 Mar 2018 17:08

Operator : JU/SJ

Sample : J2085-01 5X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.27 8.69 ng 225541 Perylene-di12 15.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 95
2 Tridecane. 3-methvl- 198 C14H30 006418-41-3 93
3 Hexacosane 366 C26H54 000630-01-3 90
4 Tridecane. 2-methvl- 198 C14H30 001560-96-9 90
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 86
Abundance Scan 2241 (15.268 min): BF104055.D (-2239) (-) m/z 57.10 100.00%
57
% W\/\\L/M
5000
141 239 15.00 15.20 15.40 15.60
oL LIk JI 1 oy 19180 2L 2 271295 320339 39 | wsz  71.10  77.35%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 LRI BRI BURELN UL B
mmmmmmmm
m/z 43.10 57.69%
29 113
0 \‘ ‘L ‘\ H\ ‘hw h‘ H‘ { 1?1 | 169 197 225 253 296
m/z--> §0 160 1%0 260 2éo 360 3%0
Abundance
57
15,00 15.20 1540 15.60
5000 m/z 85.10 53.13%
29
85
o 113 149 169 jqg
m/z--> o 'éol B 160" ' 150" "260" "250" ' 560" ' ééoll B
Abundance #194494: Hexacosane LI L LB N L B
57 15.00 15.20 15.40 15.60
m/z 55.10 25.10%
113
L7 L) 7,141 169 197 225 253 295 366
m/z--> 5'0 1c')o 150 2(')0 250 3(')0 3&1,0 15'00 15. 20 15. 40 15 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032918\
Data File : BF104055.D

Aca On : 29 Mar 2018 17:08

Operator : JU/SJ

Sample : J2085-01 5X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 Phthalic acid, hept-3-yl un... Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
15.43 5.98 ng 155229 Perylene-d12 15.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. hept-3-vl undecvl... 418 C26H4204 1000356-99-5 72
2 Phthalic acid. hept-2-vl nonvl e... 390 C24H3804 1000356-97-6 72
3 Phthalic acid. hex-3-vl undecvl ... 404 C25H4004 1000356-96-2 72
4 Phthalic acid. hept-4-vl nonvl e... 390 C24H3804 1000356-79-0 64
5 Phthalic acid, monoamide, N-ethy... 437 C28H39N0O3 1000309-86-5 64
Abundance Scan 2268 (15.427 min): BF104055.D (-2266) (-) m/z 149.00 100.00%
149
5000 M
TTTTTTT T T T T T T T T T
71 15.20 15.40 15.60 15.80
Ol pu i 104123 | 167 193211 242 271 293 319 346 m/z 43.10 11.13%
m/z--> 50 100 150 200 250 300 350
Abundance #218630: Phthalic acid, hept-3-yl undecy! ester
149
5000 L SN B IS B
15.20 15.40 15.60 15.80
m/z 150.00 10.29%
oL29, 5 76 98 123 | ¥ 265 3033
m/z--> 50 100 150 200 250 300 350
Abundance
149
' 15.20 15.40 15.60 15.80
5000 m/z 57.05 6.18%
oL 29 57 76 98 123 | O 275293 L“J”kfkh\J\\\‘A\w_ﬁrwﬂvvka/\
m/z--> 50 100 150 200 250 300 350
Abundance #213825: Phthalic acid, hex-3-yl undecyl ester R mEEEE RS S
149 15.20 15.40 15.60 15.80
m/z 55.00 5.68%
167
ol26 d 467 84 104123 \ 251 303321
m/z--> 50 100 150 200 250 300 350 15.20 15.40 15.60 15.80
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Library Search

Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032918\
Data File : BF104055.D

Aca On : 29 Mar 2018 17:08

Operator : JU/SJ

Sample : J2085-01 5X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 unknownl16.20 Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
16.20 6.99 ng 181532 Perylene-di12 15.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2-dimethvl-3-pent... 224 C16H32 062376-17-4 49
2 1-Propanone. 1l-cvclohexvl- 140 C9H160 001123-86-0 30
3 Cvclohexanecarboxvlic acid. 4-ni... 249 C13H15N0O4 1000307-70-8 27
4 Cvclohexane. (bromomethvl)- 176 C7H13Br 002550-36-9 27
5 Cyclohexane, l1l-methyl-2-pentyl- 168 C12H24 054411-01-7 25

Abundance Scan 2399 (16.198 min): BF104055.D (-2396) (-) m/z 83.10 100.00%
5000 “«/WL
o0 o100 1020 Toaa 100
188 220 244 297 333357 : : : : :
o 270 . m/z 97.05  79.04%
m/z--> 50 100 150 200 250 300 350 400
Abundance #81267: Cyclohexane, 1,2-dimethyl-3-pentyl-4-propyl-
69 97
5000 4 RIS SRR BN B
153 15.80 16.00 16.20 16.40 16.60
‘ m/z 57.10 69.73%
0 .“. \I\ Ih‘\l ‘\l .“M.‘l \;\]I'ZIG‘I IM' Il?ll I |2|2‘|1| —
m/z--> 50 100 150 200 250 300 350 400
Abundance
83
55 15,80 16.00 16.20 16.40 16.60
5000 m/z 69.05 61.57%
29
L L L L I L UL B B
m/z--> 50 100 150 200 250 300 350 400
Abundance #101273: Cyclohexanecarboxylic acid, 4-nitrophenyl ester L e e o IS
83 15.80 16.00 16.20 16.40 16.60
m/z 55.00 48 .90%
5000
55 111
oL 2 L, 139
m/z--> éo 160 1éo 260 250 360 3éo 460 15%0 1&00 1&20 1&20 1&60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032918\
Data File : BF104055.D

Acq On : 29 Mar 2018 17:08

Operator : JU/SJ

Sample - J2085-01 5X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032818_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]
(15)-2,6,6-Trimet. .. 6.24 4.4 ng 125123 1 6.97 572702 20.0
unknown6.74 6.74 17.5 ng 500656 1 6.97 572702 20.0
unknown9 .64 9.64 2.0 ng 102379 3 10.00 1008710 20.0
unknown9.70 9.70 4.5 ng 228374 3 10.00 1008710 20.0
2-Pentanone, 4-cy... 9.90 3.7 ng 185185 3 10.00 1008710 20.0
unknown10.41 10.41 3.7 ng 185190 3 10.00 1008710 20.0
Bacchotricuneatin c 10.63 5.6 ng 284319 3 10.00 1008710 20.0
Decane, 2-methyl- 10.90 18.2 ng 691794 4 11.50 758548 20.0
Tetracosane 11.37 10.4 ng 395029 4 11.50 758548 20.0
Phthalic acid, he... 13.89 2.7 ng 83162 5 14.16 619435 20.0
Phthalic acid, he... 14.49 4.8 ng 148860 5 14.16 619435 20.0
Phthalic acid, he... 14.52 3.8 ng 117278 5 14.16 619435 20.0
Phthalic acid, 3-... 15.12 6.8 ng 175609 6 15.71 519286 20.0
Heneicosane 15.27 8.7 ng 225541 6 15.71 519286 20.0
Phthalic acid, he... 15.43 6.0 ng 155229 6 15.71 519286 20.0
unknown16.20 16.20 7.0 ng 181532 6 15.71 519286 20.0
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