LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107838.D

Aca On 31 Jul 2018 8:51

Operator : JU/SJ

Sample : J4221-03

Misc :

ALS Vial : 37 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF073018.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 5.190 481 485 491 rBV 206789 251466 6.40% 0.716%
2 5.601 552 555 568 rBV 656065 1225933 31.18% 3.490%
3 5.984 614 620 623 rVB3 59481 75991 1.93% 0.216%
4 6.125 640 644 652 rVB2 182869 200360 5.10% 0.570%
5 6.396 684 690 691 rBv4 41682 41967 1.07% 0.119%
6 6.419 691 694 702 rVB 107073 126131 3.21% 0.359%
7 6.490 702 706 708 rBV2 84574 88381 2.25% 0.252%
8 6.601 722 725 744 rBV 440282 1291402 32.85% 3.677%
9 6.737 744 748 763 rVV 2457302 3106573 79.02% 8.845%
10 6.907 772 777 781 rVB2 118431 132719 3.38% 0.378%

11 6.966 783 787 793 rBV 593783 844155 21.47% 2.403%
12 7.013 793 795 806 rvB2 149380 242015 6.16% 0.689%
13 7.119 809 813 815 rBV 2566002 2734064 69.54% 7.784%
14 7.201 824 827 829 rVB 113427 99016 2.52% 0.282%
15 7.272 836 839 840 rBV 56085 45598 1.16% 0.130%

16 7.290 840 842 849 rVB 115168 111665 2.84% 0.318%
17 7.348 849 852 855 rBv2 118012 102966 2.62% 0.293%
18 7.484 870 875 879 rBvV 376982 413293 10.51% 1.177%
19 7.531 879 883 891 rvv2 1510494 2292473 58.31% 6.527%
20 7.590 891 893 897 rvv2 203525 323481 8.23% 0.921%

21 7.642 899 902 906 rvv 122227 192117 4_.89% 0.547%
22 7.678 906 908 910 rvv 98766 111489 2.84% 0.317%
23 7.719 913 915 920 rvv2 252729 279971 7.12% 0.797%

24 7.760 920 922 926 rVB3 75490 81229 2.07% 0.231%
25 7.837 931 935 939 rVB 64192 72452 1.84% 0.206%
26 7.884 939 943 946 rBVv3 159870 227847 5.80% 0.649%
27 7.919 946 949 954 rvB2 79073 97450 2.48% 0.277%
28 7.978 955 959 962 rBvV 616695 653456 16.62% 1.861%
29 8.048 968 971 974 rBv4 52033 60684 1.54% 0.173%
30 8.101 978 980 983 rVB 87222 74211 1.89% 0.211%

31 8.225 995 1001 1002 rBV 119418 132291 3.36% 0.377%
32 8.242 1002 1004 1006 rVvV 1095953 1128560 28.71% 3.213%
33 8.266 1006 1008 1014 rvVv 846306 1144258 29.10% 3.258%
34 8.319 1014 1017 1020 rVvVv2 121071 153961 3.92% 0.438%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107838.D

Aca On 31 Jul 2018 8:51

Operator : JU/SJ

Sample : J4221-03

Misc :

ALS Vial : 37 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 :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :

35 8.437 1034 1037 1041 rVB 154946 145632 3.70% 0.415%

36 8.484 1041 1045 1048 rvv2 137329 142291 3.62% 0.405%

37 8.519 1048 1051 1055 rVvB4 67038 88084 2.24% 0.251%
38 8.619 1064 1068 1070 rBV2 64636 68154 1.73% 0.194%
39 8.701 1080 1082 1086 rvVvB2 62919 58561 1.49% 0.167%
40 8.742 1086 1089 1096 rBVv3 173771 188179 4._.79% 0.536%
41 8.795 1096 1098 1101 rvB2 57468 46693 1.19% 0.133%
42 8.842 1101 1106 1107 rBV5 46374 65402 1.66% 0.186%
43 8.901 1111 1116 1119 rBV3 181636 193563 4.92% 0.551%
44 8.925 1119 1120 1123 rVB2 65942 46236 1.18% 0.132%

45 8.960 1123 1126 1128 rBV 152515 167016 4._.25% 0.476%

46 9.054 1139 1142 1145 rBV2 401126 406879 10.35% 1.158%
47 9.178 1160 1163 1165 rVB3 71212 66830 1.70% 0.190%
48 9.201 1165 1167 1169 rVB2 61965 41934 1.07% 0.119%
49 9.248 1172 1175 1181 rBV6 71225 127756 3.25% 0.364%
50 9.313 1182 1186 1197 rBV 3238941 3931527 100.00% 11.194%

51 9.460 1209 1211 1214 rVB 76108 68707 1.75% 0.196%
52 9.589 1230 1233 1236 rBV5 48178 61571 1.57% 0.175%
53 9.660 1241 1245 1250 rvVVv6 64076 136010 3.46% 0.387%
54 9.707 1250 1253 1257 rVB2 85425 108487 2.76% 0.309%
55 9.778 1262 1265 1269 rVB4 40186 52195 1.33% 0.149%

56 9.860 1276 1279 1284 rVB5 38279 51999 1.32% 0.148%
57 10.001 1300 1303 1307 rBV 1235418 1216964 30.95% 3.465%
58 10.036 1307 1309 1315 rVB 199320 198902 5.06% 0.566%
59 10.313 1353 1356 1360 rBV3 35391 43257 1.10% 0.123%
60 10.795 1435 1438 1451 rBV 1471465 2078989 52.88% 5.919%

61 11.501 1554 1558 1570 rBV 854851 1227324 31.22% 3.494%
62 12.001 1640 1643 1648 rBV 148873 186740 4._75% 0.532%

63 12.877 1790 1792 1799 rVB2 58859 51731 1.32% 0.147%
64 13.083 1823 1827 1839 rBV 2529636 2928014 74.48% 8.337%
65 13.583 1910 1912 1915 rBV2 49871 48615 1.24% 0.138%

66 13.954 1972 1975 1979 rBV 170439 207559 5.28% 0.591%
67 14.154 2005 2009 2018 rBV 850494 1150600 29.27% 3.276%
68 14.977 2146 2149 2154 rBV 429252 435132 11.07% 1.239%
69 15.254 2193 2196 2203 rBV2 114662 181146 4.61% 0.516%
70 15.689 2266 2270 2278 rVB 490817 744011 18.92% 2.118%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107838.D

Aca On 31 Jul 2018 8:51

Operator : JU/SJ

Sample : J4221-03

Misc :

ALS Vial : 37 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - 0 Peak Location: TOP

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

Method
Title

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 35122315
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107838.D

Aca On 31 Jul 2018 8:51

Operator : JU/SJ

Sample : J4221-03

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF107838.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107838.D

Aca On 31 Jul 2018 8:51

Operator : JU/SJ

Sample : J4221-03

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 7

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

5.19 5.96 ng 251466 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 40
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 36
3 Butanamide. 2-hvdroxv-2.N-dimethyl- 117 C5H11NO2 039961-72-3 17
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 17
5 4-Methoxy-1-pentene 100 C6H120 098386-09-5 17

Abundance Scan 485 (5.190 min): BF107838.D (-481) (-) m/z 43.00 100.00%
43.0
59.0
5000
1011 AR R U R
| | 69.0 83.0 111.1 480 5.00 5.20 5.40 5.60
-yttt e e m/z 59.00 67.22%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8346: 2-Hexanol, 2-methyl-
54.0
5000 B SARRE RN RN R
480 5.00 520 5.40 5.60
101.0 m/z 101.10 19.70%
3o 40 69.0 83.0
O'W}ﬁqw'“v“'ﬁ“L'w'“|“'w'“'w'“|“'w'“'w'“|“'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
480 500 520 540 560
5000 m/z 58.00 16.69%
59.0
o 270 Ll 690 %Owomm
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #8513: Butanamide, 2-hydroxy-2,N-dimethyl- e B R A
54.0 480 5.00 520 5.40 5.60
m/z 41.00 11.08%
5000
810 430 89.0
o ‘J‘ ““ 72.0 102.0  117.0
mz-> 10 2 30 40 80 60 70 8 80 100 110 130 480 500 520 540 560
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107838.D

Aca On 31 Jul 2018 8:51

Operator : JU/SJ

Sample : J4221-03

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 Benzene, (1-methylethyl)- Concentration Rank 10

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

6.12 4.75 ng 200360 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (1l-methvlethvl)- 120 C9H12 000098-82-8 94
2 Benzene., 1.2.3-trimethvl- 120 C9H12 000526-73-8 83
3 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 80
4 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 80
5 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 72

Abundance Scan 643 (6.119 min): BF107838.D (-640) (-) m/z 105.10 100.00%
106.1
67.0 go1
5000
55.0
41.0 120.1
|‘ || | 5.80 6.00 6.20 6.40
o P 1 P :" : :.'!.',....,'.::.,... m/z 67.00 63.72%
m/z--> 10 20 30 40 50 70 90 100 110 120 130
Abundance #9417: Benzene, (1- metherthyI)
105.0
5000
5.80 6.00 6.20 6.40
770 120.0 m/z 82.10 59.84%
o200 %90 %0 e0 '} w0 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9414: Benzene, 1,2,3-trimethyl-
105.0
5.80 6.00 6.20 6.40
5000 120.0 m/z 80.95 45 _.24%
270 9 s10 630 0 aLo0
0'w'“'w'“l“'w““'m““lmhw'“mw'“m“'wﬂﬂ'w'“b“'w'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9428: Benzene, 1-ethyl-3-methyl-
105.0 5.80 6.00 6.20 6.40
m/z 55.00 38.93%
5000
120.0
77.0 91.0
150 210 0 S0 @0 I |
e B B & 4'0 s'o 0 7 8 % 100 110 130 130 580 6.00 620 640
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107838.D

Aca On 31 Jul 2018 8:51

Operator : JU/SJ

Sample : J4221-03

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 Benzene, propyl- Concentration Rank 18

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

6.42 2.99 ng 126131 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. propvl- 120 C9H12 000103-65-1 87
2 Phenethvlamine. N-benzvl-p-chloro- 245 C15H16CIN 013622-43-0 78
3 N-Benzvl-2-phenethvlamine 211 C15H17N 003647-71-0 72
4 Ethanol. 2-T'(phenvimethvDaminol- 151 C9H13NO 000104-63-2 59
5 Propanenitrile, 3-[(phenylmethyl... 160 C10H12N2 000706-03-6 56

Abundance Scan 694 (6.419 min): BF107838.D (-691) (-) m/z 91.00 100.00%
91.0
5000
120.1
390 950 6.00 6.20 6.40 6.60 6.80
o e e Y Y — m/z 120.10  24_25%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9408: Benzene, propyl-
91.0
5000
6.00 6.20 6.40 6.60 6.80
120.0 m/z 65.00 10.51%
39.0 65.0
Nt L U L S W B B L M
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #98185: Phenethylamine, N-benzyl-p-chloro-
91.0
120.0 6.00 6.20 6.40 6.60 6.80
5000 m/z 91.95 9.00%
o 410 0 || 1390 1640
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #70358: N-Benzyl-2-phenethylamine
91.0 6.00 6.20 6.40 6.60 6.80
m/z 78.00 6.40%
5000 1200
65.0
150 390 o 209.0
m/z--> 20 40 60 80 100 120 140 160 180 200 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107838.D

Aca On 31 Jul 2018 8:51

Operator : JU/SJ

Sample : J4221-03

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 4 unknown6.74 Concentration Rank 1

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

6.74 73.60 ng 3106570 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 749 (6.743 min): BF107838.D (-744) (-) m/z 132.00 100.00%
132.0
5000 A\__
68.0
AR SEPERARAE RARE
40.0 54.0 | | 9‘?-0 5.0 J 6.40 6.60 6.80 7.00
O L S A S m/z 68.00 35.18%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 BRSSP R AR

6.40 6.60 6.80 7.00
m/z 134.00 32.91%

310 510
(0} T
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0

6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 23.19%

41.0 97.0
‘ ‘ 117.0
P . 0 N Y
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
132.0

57.0 6.40 6.60 6.80 7.00
m/z 96.00 13.42%

74.0
116.0 ”
5000 98.0
0 1| P 1 ‘M o \H“ “‘ Iy 158.0 189.0

I T
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107838.D

Aca On 31 Jul 2018 8:51

Operator : JU/SJ

Sample : J4221-03

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 Benzene, (1-methylpropyl)- Concentration Rank 16

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

6.91 3.14 ng 132719 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l1l-methvlpropvl)- 134 C10H14 000135-98-8 93
2 Benzeneacetaldehyde. .alpha.-met... 134 C9H100 000093-53-8 87
3 Benzene. l1-methvl-4-propvl- 134 C10H14 001074-55-1 87
4 Benzene. 1l-methvl-2-propvl- 134 C10H14 001074-17-5 83
5 Benzeneacetaldehyde, 4-methyl- 134 C9H100 000104-09-6 64

Abundance Scan 777 (6.907 min): BF107838.D (-772) (-) m/z 105.10 100.00%
106.1
5000
79.0 910 il 6.60 6.80 7.00 7.20
39.0 1.0 g50 ¥ : : :
o..,....,....,....-,-....,'....,.'.-..-,...':,'....,..-..,.:..~,-..1'.1.?'.‘?..,.I..,..l.“??.".’.., m/z 134.05 19.18%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance

#14848: Benzene, (1-methylpropyl)-
105.0

5000
6.60 6.80 7.00 7.20

134.0 m/z 91.05 15.09%

77.0 910
15.0 27.0 39.0 51.0 65.0 " | i 119.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Abundance #15358: Benzeneacetaldehyde, .alpha.-methy!-
105.0
6.60 6.80 7.00 7.20
5000 m/z 79.00 10.35%
0 77.0 134.0
27.0 39.0 °10 630 || 910 | 4459
o e 1 N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14857: Benzene, 1-methyl-4-propyl-
105.0 6.60 6.80 7.00 7.20
m/z 77.00 10.13%
5000
134.0
77.0
ol 150 27.0 390 510 65.0 7 90 | 1470
T e e e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107838.D

Aca On 31 Jul 2018 8:51

Operator : JU/SJ

Sample : J4221-03

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 Benzene, 1,2-diethyl- Concentration Rank 20

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

7.29 2.65 ng 111665 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 91
2 Benzene. 1.4-diethvl- 134 C10H14 000105-05-5 90
3 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 90
4 Benzene. l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 80
5 Benzene, 1- ethyl -3,5-dimethyl- 134 C10H14 000934-74-7 80

Abundance Scan 842 (7.290 min): BF107838.D (-840) (-) m/z 105.10 100.00%
106.1 119.1
5000 1341
77.0
39.0 51.0 65.0 91.0 | 7.00 7.20 7.40 7.60
STV SSVRPI RS /A0 1 N m/z 119.10 89.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14837: Benzene, 1,2-diethyl- _
105.0 119.0
5000 .
9L.0 1340 7.00 7.20 7.40 7.60
77. m/z 134.10 38.62%
27.0 39.0 51.0 65.0 |
0'w'“gw'“l”'lh“'““*lmtw'“”w'“ﬁ“'w'“'v”'w'“|HHWH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14840: Benzene, 1,4-diethyl-
105.0 119.0
7.00 7.20 7.40 7.60
5000 91.0 134.0 m/z 117.00 24 .10%
39.0 51.0 7o
27.0 65.0 ‘
0 ..|:.L.5.9|...‘.‘|....‘|‘....Nl‘..ll.‘.‘..|...Hlun‘llunlu‘.lulu.‘ﬁ‘.l....ln‘..ln
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14844: Benzene, 1,3-diethyl-
105.0 119.0 7.00 7.20 7.40 7.60
m/z 77.00 18.55%
5000 134.0
91.0
27.0 39.0 510 %OTT
0'w'“'w'm\”'w'“'w'“lﬁhw'“lw'“l““lﬂ'w'““w'“l““w" R UL L I R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60

8270-BF073018.M Tue Jul 31 15:07:42 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107838.D

Aca On 31 Jul 2018 8:51

Operator : JU/SJ

Sample : J4221-03

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 Benzene, 1l-ethyl-3-(1-methy... Concentration Rank 5

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

7.59 7.66 ng 323481 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-ethvl-3-(l1-methvlethvl)- 148 C11H16 004920-99-4 81
2 Benzene. l-ethvl-4-(l1-methvlethvl)- 148 C11H16 004218-48-8 81
3 2-tert-Butvltoluene 148 C11H16 001074-92-6 76

4 Ethanone.
5 Ethanone,

1-(3.4-dimethviphenvl)- 14
1-(2,5-dimethylphenyl)- 14

8 C10H120
8 C10H120

003637-01-2 70
002142-73-6 70

Abundance Scan 893 (7.590 min): BF107838.D (-891) (-)
105.1 133.1
5000 91.0 148.1
119.0
300 5.0 690 ‘
0”“”w””“”ﬂhnhﬂqﬁﬂpjwnnwm.m“WMlJ””“w””“”w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #22811: Benzene, 1-ethyl-3-(1-methylethyl)-
133.0
5000
105.0 148.0
91.0 119.0
77.0
o..,...w....,”.?f.?”??.9w§?.9,”.hh...w....,m:.,.JJw....,..”,...n,”..,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #22812: Benzene, 1-ethyl-4-(1-methylethyl)-
133.0
5000
105.0 148.0
1.0 119.0
150 27.0 410 530 650 710 | o
T T e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #22766: 2-tert-Butyltoluene
133.0
5000 105.0
148.0
41.0 65.0 77.0 | 117.0
ol 380 220 L B0 b bbb
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

m/z 105.05 100.00%

7.20

7.40 7.60

7.80 8.00

m/z

7.20

133.10

7.40 7.60

94 .83%

7.80 8.00

m/z

7.20

148.10

7.40 7.60

42 _.69%

7.80 8.00

m/z

7.20

91.05

7.40 7.60

38.29%

7.80 8.00

m/z

7.20

131.10

7.40 7.60

30.93%

7.80 8.00

8270-BF073018.M Tue Jul 31 15:07:43 2018

Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107838.D

Aca On 31 Jul 2018 8:51

Operator : JU/SJ

Sample : J4221-03

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 1H-Indene, 2,3-dihydro-1,1-... Concentration Rank 14

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

7.64 3.40 ng 192117 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-1.1-dimet... 146 C11H14 004912-92-9 91
2 2.2-Dimethvlindene. 2.3-dihvdro- 146 C11H14 020836-11-7 86
3 Benzene. 1l-methvl-4-(l1-methvl-2-... 146 C11H14 097664-18-1 78
4 Benzene. l1-methvl-2-(1-methvl-2-_... 146 C11H14 097664-19-2 53
5 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 53

Abundance Scan 902 (7.642 min): BF107838.D (-899) (-) m/z 131.05 100.00%
131.1
5000
91.0
. 146.1
390 570 770 | 103.011ﬁ0 | | 7.40 7.60 7.80 8.00
Orrrrprrrr e e e T T e m/z  91.00 17.19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21645: 1H-Indene, 2,3-dihydro-1,1-dimethyl-
131.0
5000

7.40 7.60 7.80 8.00
m/z 146.10 11.16%

91.0 146.0
150 27.0 390 510 640 7509 | 1030} "
Ot et e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21638: 2,2-Dimethylindene, 2,3-dihydro-
131.0
146.0 7.40 7.60 7.80 8.00
5000 ‘ m/z 115.00 10.14%
91.0 115.0
510 650 770 | 1030 ] |
o PSS S Pt AN | SN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21680: Benzene, 1-methyl-4-(1-methyl-2-propenyl)-
131.0 7.40 7.60 7.80 8.00
m/z 116.00 10.06%
5000
91.0 146.0
116.0
27.0 39‘-0 51.0 65.0 77.0 ‘ 1030 | U
o S NS P S et | W B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.40 7.60 7.80 8.00

8270-BF073018.M Tue Jul 31 15:07:43 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107838.D

Aca On 31 Jul 2018 8:51

Operator : JU/SJ

Sample : J4221-03

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 o-Cymene Concentration Rank 8

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

7.72 4.96 ng 279971 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Cvmene 134 C10H14 000527-84-4 94
2 Benzene. 1l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 91
3 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 91
4 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 91
5 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 C10H14 076089-59-3 91

Abundance Scan 915 (7.719 min): BF107838.D (-913) (-) m/z 119.10 100.00%
119.1
5000 134.1
39.0 77091'0 7.40 7.60 7.80 8.00
53.0 : : :
Ot o3 0L 1080 L1800 L m R 10 43,300
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14812: o-Cymene
119.0
5000
134.0 7.40 7.60 7.80 8.00
91.0 m/z 91.00 16.65%
o 27.0 410 §30 770 | 1040 .
s S I e e T e o a0 118 126 130 146 153
Abundance #14883: Benzene, 1-ethyl-3,5-dimethyl-
119.0
7.40 7.60 7.80 8.00
0
5000 134.0 m/z 120.05 9.17%
39.0 77.0 910 1050
”39“&?ﬂ”LP'Jﬂ”ﬁagP”W”LP”J””PMWJAL”WN”P”W“”
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14865: Benzene, 1,2,3,5-tetramethyl-
119.0 7.40 7.60 7.80 8.00
m/z 117.05 7.76%
134.0
5000
o 150 390 530 7”)%01%0w\
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.40 7.60 7.80 8.00

8270-BF073018.M Tue Jul 31 15:07:44 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107838.D

Aca On 31 Jul 2018 8:51

Operator : JU/SJ

Sample : J4221-03

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 1H-Indene, 2,3-dihydro-1,3-... Concentration Rank 11

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

7.88 4.04 ng 227847 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-1.3-dimet... 146 C11H14 004175-53-5 80
2 Benzene. 1.3-diethvl-5-methvl- 148 C11H16 002050-24-0 55
3 Benzene. 2.4-diethvl-1-methvl- 148 C11H16 001758-85-6 55
4 Ethanone. 1-(3.4-dimethviphenvl)- 148 C10H120 003637-01-2 47
5 1-o-Tolylprop-2-en-1-one 146 C10H100 039627-60-6 46

Abundance Scan 942 (7.878 min): BF107838.D (-939) (-) m/z 133.10 100.00%
138.1

5000

7.60 7.80 8.00 8.20

0 m/z 131.10 60.28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21647: 1H-Indene, 2,3-dihydro-1,3-dimethyl-
131.0
5000
146.0 7.60 7.80 8.00 8.20
91.0 115.0 : m/z 148.15 30.36%
26,0 270 64.0 77.0 '
04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #22806: Benzene, 1,3-diethyl-5-methy!l-
119.0 133.0
7.60 7.80 8.00 8.20
5000 148.0 m/z 67.00 29.45%
91.0 105.0
0600 "0 |||
0..,....,....,....,....,‘.‘...,.‘.’..,...l‘,....,a‘...,a:..,..Hl...a,‘.l..,....‘,....,....,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #22796: Benzene, 2,4-diethyl-1-methyl- R EEEEEEE
133.0 7.60 7.80 8.00 8.20
119.0 m/z 91.05 28.60%
5000 148.0
i 910 105.0
39.0 : ‘
63.
0..,1.§.'9,....‘,....‘,‘....i‘a‘...,.‘l‘..,...‘l‘,....‘,:‘...,a‘n.,..‘l‘l}...a,‘....,....‘,....,....,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.60 7.80 8.00 8.20

8270-BF073018.M Tue Jul 31 15:07:44 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107838.D

Aca On 31 Jul 2018 8:51

Operator : JU/SJ

Sample : J4221-03

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 4

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

7.98 11.58 ng 653456 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 92
2 Benzene. 1l-methvl-3-(1-methvleth... 134 C10H14 000535-77-3 70
3 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 70
4 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 70
5 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 C10H14 076089-59-3 62

Abundance Scan 959 (7.978 min): BF107838.D (-955) (-) m/z 119.10 100.00%
119.1
5000 134.1
91.0
39.0 51.0 65.0 77.0 103.1 | | 1500 7.60 7.80 8.00 8.20 8.40
Obreprrrrprrrrpreediereetiter b ety il 252,90 m/z 117.10 41.66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 134.0
7.60 7.80 8.00 8.20 8.40
91.0 m/z 134.05 41 .44%
s BB 4'0 5'0 % 7'0 8'0 90 100 ﬁo 130 130 140 1%0
Abundance #14908: Benzene, 1-methyl-3-(1- methylethyl)
116.0
7.60 7.80 8.00 8.20 8.40
5000 m/z 91.05 20.14%
134.0
91.0
15.0 27.0 410 53.0 650 770 ‘ 1030 n ‘
iz 0 25 3 40 5 6 7o 85 oo 180 130 120 130 140 1%
Abundance #14867: Benzene, 1,2,3,5-tetramethyl- R B
119.0 7.60 7.80 8.00 8.20 8.40
m/z 115.05 17.72%
134.0
5000
qoﬁomﬁ 65.0 77.0 %01%0 ‘
Oll TTTT[TTT i roroTT ‘llll ‘|‘||| ll‘ll lll‘l TTTTITTTTrTT ll‘l‘l TTTT ||‘|| TTTT[TTTT —v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.60 7.80 8.00 8.20 8.40

8270-BF073018.M Tue Jul 31 15:07:45 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107838.D

Aca On 31 Jul 2018 8:51

Operator : JU/SJ

Sample : J4221-03

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 Benzene, l-ethyl-4-(1-methy... Concentration Rank 19

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

8.32 2.73 ng 153961 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-4-(1l-methvlethvl)- 148 C11H16 004218-48-8 91
2 Benzene. 1.3-dimethvl-5-(1-methy... 148 C11H16 004706-90-5 87
3 Benzene. 1.4-dimethvl-2-(1l-methyvy... 148 C11H16 004132-72-3 81
4 3.4-Dimethyvlcumene 148 C11H16 1000370-34-1 72
5 Benzene, l-ethyl-3-(1-methylethyl)- 148 C11H16 004920-99-4 72

Abundance Scan 1017 (8.319 min): BF107838.D (-1014) (-) m/z 133.05 100.00%
138.1
5000
148.1
410 g5, 77.0 910 105-011?'1 162.1 8.00 8.20 8.40 8.60
S T VGRS .S PRSI MU Y RN [N Pt m/z 148.10  32.60%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #22812: Benzene, 1-ethyl-4-(1-methylethyl)-
138.0
5000
105.0 148.0 8.00 8.20 8.40 8.60
91.0 119.0 m/z 119.10 15.20%
. 270 410 630770 | | | | |
mz-> 0 20 40 60 80 100 120 140 160
Abundance #22830: Benzene, 1,3-dimethyl-5-(1-methylethyl)-
133.0
8.00 8.20 8.40 8.60
5000 m/z 105.00 13.77%
148.0
150 39"‘0 530 770 91"0 10“‘3-0119.0 |
o S— | i ‘a‘...“ — P T | S F— ——
mz-> 0 20 40 60 80 100 120 140 160
Abundance #22827: Benzene, 1,4-dimethyl-2-(1-methylethyl)- T T
133.0 8.00 8.20 8.40 8.60
m/z 91.00 11.67%
5000
148.0
15.0 39.0 53.0 77.0 91.0 105.0 9.0
0'I"'“I'h"m"g'lv"ﬂi"M'IJ'E%I'“"P'”'I"' SRR R S
m/z--> 0 20 40 60 80 100 120 140 160 8.00 8.20 8.40 8.60

8270-BF073018.M Tue Jul 31 15:07:46 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107838.D

Aca On 31 Jul 2018 8:51

Operator : JU/SJ

Sample : J4221-03

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 15

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

8.74 3.33 ng 188179 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001680-51-9 94
2 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 002809-64-5 94
3 Benzene. 2-ethenvl-1.3.5-trimethvl- 146 C11H14 000769-25-5 83
4 Benzene. (1-methvl-1-butenvl)- 146 C11H14 053172-84-2 83
5 2,3,4,5,6,7-Hexahydro-1H-cyclope... 146 Cl11H14 1000189-31-0 68

Abundance Scan 1089 (8.742 min): BF107838.D (-1086) (-) m/z 131.10 100.00%
13f.1
118.0

146.1

5000

8.40 8.60 8.80 9.00

o} m/z 118.00 73.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #21671: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
118.0131.0 146.0

5000
8.40 8.60 8.80 9.00

m/z 146.10 66 .03%

01
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 130 140 150 160 170
Abundance #21674: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
118.0131.0 146.0

8.40 8.60 8.80 9.00
5000 105.0 m/z 117.05 43 .26%

91.0
39.0 63.0 77.0

Ot e e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #21643: Benzene, 2-ethenyl-1,3,5-trimethyl- B B B o
131.0 6.0 8.40 8.60 8.80 9.00
145- m/z 105.00  32.43%
5000 91.0
115.0
39.0
0”&ﬁﬂ”ﬂpnhhnmhqﬁhﬁnh””w”qu“JquﬂHHWHMPHWHHPH e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 8.40 8.60 8.80 9.00

8270-BF073018.M Tue Jul 31 15:07:46 2018 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107838.D

Aca On 31 Jul 2018 8:51

Operator : JU/SJ

Sample : J4221-03

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 13

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

8.90 3.43 ng 193563 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 Cl11H14 001680-51-9 89
2 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 002809-64-5 76
3 (1.4-Dimethvipent-2-envIl)benzene 174 C13H18 1000184-97-9 68
4 Benzene. (1l-ethvl-2-propenvl)- 146 C11H14 019947-22-9 58
5 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 53

Abundance Scan 1116 (8.901 min): BF107838.D (-1111) (-) m/z 131.05 100.00%
131
118.1 146.1
5000
sto 07 159.1
51.0 g40 77-0 : 8.60 8.80 9.00 9.20
o.,....,.?ﬁr,‘.’...,'....,....,-...'.,....,|....,.'...,..!-,...' 174.0 m/z 118.05 62.06%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #21669: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
118.013[.0
146.0
5000
910 105.0 8.60 8.80 9.00 9.20
. 0
390 sa0 770 m/z 146.10 55.41%
04
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #21668: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
118.013[.0
146.0
8.60 8.80 9.00 9.20
m/z 117.10 33.53%
5000 91 ) 105.0 z (
39.0 630 77.0 H
I O O P Y | Y
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #41149: (1,4-Dimethylpent-2-enyl)benzene L B o D
13.0 8.60 8.80 9.00 9.20
1180 m/z 105.10 29.19%
105.0
5000
91.0 174.0
41.0 77.0 159.0
0 '|fﬁ'?"Jmh"ﬁﬁ'?v'“ﬁl“'h“"“l"“ Jll"jl'"'ml"ﬁ%?'g""I“"I““'I“' ISR RAREE SRR LAREE AR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107838.D

Aca On 31 Jul 2018 8:51

Operator : JU/SJ

Sample : J4221-03

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018.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 16 Naphthalene, 2-methyl- Concentration Rank 6

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

9.05 7.21 ng 406879 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 96
2 Naphthalene. 1l-methvl- 142 C11H10 000090-12-0 95
3 1.4-Methanonaphthalene. 1.4-dihv... 142 C11H10 004453-90-1 89
4 Benzocvcloheptatriene 142 C11H10 000264-09-5 89
5 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10 002443-46-1 89

Abundance Scan 1141 (9.048 min): BF107838.D (-1139) (-) m/z 142.10 100.00%
14p.1
5000 115.0
57.4 " '880 9.00 920 940
39.0 71.0 89.0 102.0 8.80 9.00 9.20 9.40
o | 2280 LI\, 15921731 | 75047 05 98.16%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #19239: Naphthalene, 2-methyl-
142.0
5000
115.0 8.80 9.00 9.20 9.40

m/z 115.00 39.01%
39.0 580 710 89.01020 128.0

01
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #19232: Naphthalene, 1-methyl-
142.0
R Ban T e e
8.80 9.00 9.20 9.40
m/z 143.10 13.56%
5000 115.0
260 39.0 630 7608901000 | 1080 |
R L aaaa maa s b T e R B n
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #19242: 1,4-Methanonaphthalene, 1,4-dihydro- B A e e e
141.0 8.80 9.00 9.20 9.40
m/z 139.05 12.14%
5000 115.0
63.0
oL 260 %0 " 760 8901000 ul
AR ARaa Lo e s L L et
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107838.D

Aca On 31 Jul 2018 8:51

Operator : JU/SJ

Sample : J4221-03

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 17 n-Hexadecanoic acid Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.00 3.04 ng 186740 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Undecanoic acid 186 C11H2202 000112-37-8 76
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 Tetradecanoic acid 228 C14H2802 000544-63-8 74
Abundance Scan 1643 (12.001 min): BF107838.D (-1640) (-) m/z 43.00 100.00%
43.0 | 73.0
5000 129.1 meMVJVANANMwwA”“mwav-vA4w
97.1 192.1 L o e PR,
50 1711 213.2 256.3 1160 11,80 12.00 12.20 1240
| — ' m/z 59.95 93.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #107549: n-Hexadecanoic acid

r

5000 129.0

11.60 11.80 12.00 12.20 12.40
ss60 | M/z 57.10 92.96%

157.0 1850 213.0

m/z--> 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
73.0
B RE e e
11.60 11.80 12.00 12.20 12.40
5000 129.0 m/z 72.95 92.75%
0150 ‘
A T I
m/z--> 60 80 100 120 140 160 180 200 220 240 260
Abundance #50051: Undecanoic acid e
60.0 11.60 11.80 12.00 12.20 12.40
m/z 55.00 75.72%
5000
29.0 85.0 129.0
186.0
o L Al gorg [ Lo Y0 e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. OO 12. 20 12. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107838.D

Aca On 31 Jul 2018 8:51

Operator : JU/SJ

Sample : J4221-03

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 17-Pentatriacontene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.95 3.61 ng 207559 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 94
2 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 94
3 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 94
4 1-Pentadecanethiol 244 C15H32S 025276-70-4 93
5 b-Eicosene, (E)- 280 C20H40 074685-30-6 93
Abundance Scan 1974 (13.948 min): BF107838.D (-1972) (-) m/z 57.00 100.00%
51.0
5000 fﬂ\jjnwmkﬂff\AuMﬂJ\NJMRLJ/W
79.1 226.17661 319.3 13.60 13.80 14.00 14.20
oyl R B A man m/z 55.00 98.84%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #234187: 17-Pentatriacontene
43.0
5000 83.0 R SR UL B SR B
Bmmmmmmm
MJI m/z 43.00 87.97%
I }250
oL LI 4 i, 16702100 267.0307.0 4900
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #224102: Heptafluorobutyric acid, hexadecy! ester
57.0
97.0 13.60 13.80 14.00 14.20
5000 m/z 69.10 72 .24%
169.0
N ‘ 90 2200 5600 oo W
m/z--> §0 160 1%0 260 2%0 360 3éo 460 4%0 '
Abundance #194196: Octadecyl trifluoroacetate A Ba T o
57.0 13.60 13.80 14.00 14.20
97.0 m/z 83.10 58.39%
5000 ANNJwﬂkwhijﬂAAYMwmwafNNVJ/\
oL ‘ 1390 150 2520 297.0 as0
m/z--> 5'0 1(')0 1&1;0 2(')0 251,0 3(')0 3&'30 4(')0 4éo ' 13. 60 13. 80 14. 00 14. 20 '

8270-BF073018.M Tue Jul 31 15:07:49 2018 Page: 21



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107838.D

Aca On 31 Jul 2018 8:51

Operator : JU/SJ

Sample : J4221-03

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 19 Supraene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.98 11.70 ng 435132 Perylene-d12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 Saualene 410 C30H50 000111-02-4 90
3 2.6.10.14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 72
4 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 72
5 2,6,10-Dodecatrien-1-ol, 3,7,11-... 264 C17H2802 004128-17-0 64
Abundance Scan 2149 (14.977 min): BF107838.D (-2146) (-) m/z 69.10 100.00%
69.1
5000 ,,~“_.H_~m-«‘AR~_,__M\_,Vﬂ,
1372 1460 14.80 15.00 15.20
07.1137. : : : :
ol 300, {{ PINUT 1750 2170 2743 31113013 3872 g0 53,440
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
5000 L AR IR SR IS B
14.60 14.80 15.00 15.20
3 o m/z 41.00 24 _50%
0 29.o| L }07 O |, 1910 231.0 273.0 341.0 410.0
m/z--> 50 100 1%0 200 250 300 350 400
Abundance #215929: Squalene
69.0
1460 14.80 15.00 15.20
5000 m/z 95.10 12.98%
SO /“W\AWW
29.0 , | 3970 | 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #171136: 2,6,10,14-Hexadecatetraenoic acid, 3,7,11,15-tetr... R ma e AR
69.0 14.60 14.80 15.00 15.20
m/z 68.00 10.85%
5000
136.0
29.0
ol I %O%Pm 189-9219.0250.0 267.0 3320
m/z--> 50 100 150 200 250 360 350 400 14.60 14.80 15.00 15.20

8270-BF073018.M Tue Jul 31 15:07:49 2018 Page: 22



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107838.D

Aca On 31 Jul 2018 8:51

Operator : JU/SJ

Sample : J4221-03

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 20 Heptadecane, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.25 4.87 ng 181146 Perylene-d12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2-methvl- 254 C18H38 001560-89-0 93
2 Octadecane 254 C18H38 000593-45-3 93
3 2-methvloctacosane 408 C29H60 1000376-72-8 90
4 Eicosane. 9-octvl- 394 C28H58 013475-77-9 87
5 Docosane 310 C22H46 000629-97-0 87
Abundance Scan 2195 (15.248 min): BF107838.D (-2193) (-) m/z 57.00 100.00%
57.0
5000
192.2996.1 . . . 15.00 15.20 15.40 15.60
o, 258.0 315.3 359.3 402.3 77 71.10 64 90%
m/z--> 50 100 150 200 250 300 350 400
Abundance #105893: Heptadecane, 2-methyl-
43.0
5000 L AL SO B B
350 15.00 15.20 15.40 15.60
m/z 43.00 61.84%
i ) 4 127.0 169.0 21f0 254.0
L e L AL B T P
m/z--> 50 100 150 200 250 300 350 400
Abundance #105886: Octadecane
57.0
' 15.00 15,20 15.40 15.60
5000 m/z 85.10 40.92%
99.0
i [
OI\II\ |J||J|||J|“|i|‘|‘||‘|'|||||‘|||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane R EmEEES L
57.0 15.00 15.20 15.40 15.60
m/z 83.10 21.75%
5000
99.0
o 1“| | | | 1410 1830 2250 267.0 309.0 365.0
m/z--> 50 100 150 200 250 300 350 400 15.00 15.20 15.40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF073018\
Data File : BF107838.D

Acq On 31 Jul 2018 8:51

Operator : JU/SJ

Sample - J4221-03

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF073018_-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... 5.19 6.0 ng 251466 1 6.97 844155 20.0
Benzene, (1-methy... 6.12 4.8 ng 200360 1 6.97 844155 20.0
Benzene, propyl- 6.42 3.0 ng 126131 1 6.97 844155 20.0
unknown6.74 6.74 73.6 ng 3106570 1 6.97 844155 20.0
Benzene, (1-methy... 6.91 3.1 ng 132719 1 6.97 844155 20.0
Benzene, 1,2-diet... 7.29 2.6 ng 111665 1 6.97 844155 20.0
Benzene, 1-ethyl-.._. 7.59 7.7 ng 323481 1 6.97 844155 20.0
1H-Indene, 2,3-di... 7.64 3.4 ng 192117 2 8.24 1128560 20.0
o-Cymene 7.72 5.0 ng 279971 2 8.24 1128560 20.0
1H-Indene, 2,3-di... 7.88 4.0 ng 227847 2 8.24 1128560 20.0
Benzene, 1,2,4,5-... 7.98 11.6 ng 653456 2 8.24 1128560 20.0
Benzene, l-ethyl-_._. 8.32 2.7 ng 153961 2 8.24 1128560 20.0
Naphthalene, 1,2,... 8.74 3.3 ng 188179 2 8.24 1128560 20.0
Naphthalene, 1,2,... 8.90 3.4 ng 193563 2 8.24 1128560 20.0
Naphthalene, 2-me... 9.05 7.2 ng 406879 2 8.24 1128560 20.0
n-Hexadecanoic acid 12.00 3.0 ng 186740 4 11.50 1227320 20.0
17-Pentatriacontene 13.95 3.6 ng 207559 5 14.15 1150600 20.0
Supraene 14.98 11.7 ng 435132 6 15.69 744011 20.0
Heptadecane, 2-me... 15.25 4.9 ng 181146 6 15.69 744011 20.0
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