LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080118\
Data File : BF107900.D

Aca On : 1 Aug 2018 20:17

Operator : JU/SJ

Sample : J4256-02

Misc :

ALS Vial : 19 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 5.190 481 485 504 rVvB 225156 301977 6.52% 0.827%
2 5.601 551 555 568 rBV 902635 1581010 34.15% 4.327%
3 6.125 634 644 648 rBV3 48783 82449 1.78% 0.226%
4 6.607 722 726 744 rBV 507935 1191560 25.74% 3.261%
5 6.737 744 748 763 rVV 2718004 3342971 72.21% 9.150%
6 6.907 774 777 782 rVB 79431 90443 1.95% 0.248%
7 6.960 783 786 794 rVvV 488312 744277 16.08% 2.037%
8 7.042 798 800 805 rVvB2 64171 72861 1.57% 0.199%
9 7.119 808 813 824 rVV 2623505 3368415 72.76% 9.220%
10 7.195 824 826 836 rvVv 175232 248347 5.36% 0.680%
11 7.289 839 842 848 rVB3 213210 217363 4_.70% 0.595%
12 7.348 849 852 857 rVB5 42229 47677 1.03% 0.130%
13 7.460 866 871 872 rBV3 54032 71371 1.54% 0.195%

14 7.484 872 875 878 rvVv 379024 344227 7.44% 0.942%
15 7.531 878 883 891 rBv2 1800621 2422980 52.34% 6.632%

16 7.636 899 901 907 rvB2 94270 88447 1.91% 0.242%
17 7.719 913 915 918 rBV 206677 163178 3.52% 0.447%
18 7.766 918 923 926 rVB3 161766 236858 5.12% 0.648%
19 7.813 929 931 937 rVB3 38773 55144 1.19% 0.151%
20 7.884 939 943 945 rBv2 138999 161429 3.49% 0.442%

21 7.913 945 948 952 rvB2 81962 118437 2.56% 0.324%
22 7.978 952 959 960 rBv4 85356 146653 3.17% 0.401%

23 7.995 960 962 966 rvVB2 81905 79928 1.73% 0.219%
24 8.042 966 970 972 rBv4 107587 136510 2.95% 0.374%
25 8.066 972 974 977 rVB3 64255 58152 1.26% 0.159%

26 8.148 982 988 990 rBv4 95109 127139 2.75% 0.348%
27 8.172 990 992 995 rVB3 81138 86029 1.86% 0.235%
28 8.242 1001 1004 1008 rBV 846545 852099 18.41% 2.332%
29 8.278 1008 1010 1014 rVB 228137 188772 4._.08% 0.517%
30 8.319 1014 1017 1020 rVB3 68985 68462 1.48% 0.187%

31 8.431 1033 1036 1041 rBV2 202676 240171 5.19% 0.657%
32 8.478 1041 1044 1048 rVvVv 263414 239142 5.17% 0.655%
33 8.554 1055 1057 1059 rBvV2 65511 73348 1.58% 0.201%
34 8.619 1063 1068 1075 rBV6 179867 287794 6.22% 0.788%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080118\
Data File : BF107900.D

Aca On : 1 Aug 2018 20:17

Operator : JU/SJ

Sample : J4256-02

Misc :

ALS Vial : 19 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\HPCHEM1\BNA F\METHODS\8270-BF073018.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 8.672 1075 1077 1080 rBV3 42465 57758 1.25% 0.158%

36 8.701 1080 1082 1086 rBvV2 107905 121142 2.62% 0.332%
37 8.878 1108 1112 1113 rBV3 97336 123130 2.66% 0.337%
38 8.895 1113 1115 1118 rVV 183723 166917 3.61% 0.457%
39 8.931 1118 1121 1123 rVB2 96024 104606 2.26% 0.286%
40 9.025 1133 1137 1139 rBV2 142313 164423 3.55% 0.450%

41 9.054 1139 1142 1147 rVvV2 191382 213932 4.62% 0.586%

42 9.130 1153 1155 1159 rVB4 48945 51038 1.10% 0.140%
43 9.178 1159 1163 1165 rBv4 79048 121616 2.63% 0.333%
44 9.278 1178 1180 1182 rVB 81350 59221 1.28% 0.162%

45 9.319 1182 1187 1200 rBV 3921652 4629260 100.00% 12.671%

46 9.419 1201 1204 1206 rBV3 106925 122137 2.64% 0.334%
47 9.489 1213 1216 1218 rBvV4 69894 89622 1.94% 0.245%
48 9.560 1226 1228 1230 rBV2 69959 67808 1.46% 0.186%
49 9.666 1244 1246 1250 rVB2 164723 165804 3.58% 0.454%
50 9.707 1250 1253 1258 rVB 419004 446523 9.65% 1.222%

51 10.001 1300 1303 1309 rBV 1204316 1214714 26.24% 3.325%
52 10.260 1344 1347 1348 rBV3 60368 61506 1.33% 0.168%
53 10.683 1416 1419 1423 rBV5 74948 113930 2.46% 0.312%
54 10.754 1427 1431 1435 rVV 489326 620474 13.40% 1.698%
55 10.801 1435 1439 1451 rVB 2308759 2789284 60.25% 7.634%

56 11.030 1476 1478 1481 rBV3 76375 71093 1.54% 0.195%
57 11.501 1554 1558 1568 rBV 895858 1070530 23.13% 2.930%
58 12.007 1641 1644 1653 rBV2 311305 371455 8.02% 1.017%
59 12.789 1775 1777 1782 rVB4 47079 46601 1.01% 0.128%
60 13.083 1823 1827 1844 rBV 3238842 3648937 78.82% 9.987%

61 13.624 1917 1919 1925 rVB3 53958 51819 1.12% 0.142%
62 13.954 1972 1975 1986 rBV 236992 278089 6.01% 0.761%

63 14.154 2005 2009 2021 rBV 654415 943126 20.37% 2.581%
64 15.689 2265 2270 2290 rVB 540947 1013294 21.89%% 2.773%

Sum of corrected areas: 36535409
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080118\
Data File : BF107900.D

Aca On : 1 Aug 2018 20:17

Operator : JU/SJ

Sample : J4256-02

Misc :

ALS Vial : 19 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: BF107900.D
4000000

3000000 6.74

7.12

2000000 7.53

1000000 5.60

5.19

e L A I AL IS JL

T ™ T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50
Abundance TIC: BF107900.D

4000000 9132

13.08

3000000
10.80

2000000

10.00

1000000

12.01
12.79

0

s e e o LA e e e e e e e B I L s e e e e e e e AL
Time--> 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF107900.D
4000000
3000000
2000000
1000000 14.15 15.69
13.95
13.62
| NPT
‘r—r—m—r——r———— 77—V 7 " T[T T T T T T T T T T T T T T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080118\
Data File : BF107900.D

Aca On : 1 Aug 2018 20:17

Operator : JU/SJ

Sample : J4256-02

Misc :

ALS Vial : 19 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 3

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

5.19 8.11 ng 301977 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 36
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 485 (5.190 min): BF107900.D (-481) (-) m/z 43.00 100.00%
43.0
59.0
5000
1o 480 500 520 540 560
83.0 : : : : :
o..,....,....,....',':...,..~!Ii..??-,o....,.'...,...:,|...1.1,1.'.1.., m/z 59.00 63.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 U R N L
59.0 480 500 520 540 5.60
m/z 101.00 18.72%
310 | 83.0 101.0
O'W"'W"”Wh"ﬁ”"W":W"'W"'W'“'W"'WL"W"'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
480 500 520 540 560
5000 m/z 58.00 17.39%
41.0
29.0 101.0
0"I""I"JHN"'hlkuﬁqg“lli""Z?R'I'qqgl""m"'l""l
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- LR B R B
59.0 4.80 500 5.20 5.40 5.60
m/z 41.00 9.24%
5000 41.0
31.0
0"|'1'5"O'|"''|""|"'5'?'9"'|'"'|""l""l"?%?""l""l AR R U R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080118\
Data File : BF107900.D

Aca On : 1 Aug 2018 20:17

Operator : JU/SJ

Sample : J4256-02

Misc :

ALS Vial : 19 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 unknown6.74 Concentration Rank 2

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

6.74 89.83 ng 3342970 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 17
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 9
4 1-Methvlopvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 749 (6.742 min): BF107900.D (-744) (-) m/z 132.00 100.00%
13%.0
5000 A\‘
68.0
AR SR SR AR
40.0 54.0 | | %I'O 5.0 J 6.40 6.60 6.80 7.00
O A0 L L o B B i o m/z 68.00 34 .44%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 6r.0 RPN SRR AR

6.40 6.60 6.80 7.00
m/z 134.00 32 .85%

01 T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
R BB EE Bam et T
74.0 6.40 6.60 6.80 7.00
5000 980 1160 m/z 66.00 23.25%
b M L L a0 o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile
132.0 6.40 6.60 6.80 7.00

m/z 69.10 13.65%

5000
39.0 65.0 0 ‘
0 L m m“ Il \‘ 1q6'0 ‘
L L B e B L B

I
m/z--> 20 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\BF080118\
Data File : BF107900.D

Aca On : 1 Aug 2018 20:17

Operator : JU/SJ

Sample : J4256-02

Misc :

ALS Vial : 19 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 Benzene, 1,3-diethyl- Concentration Rank 6

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

7.20 6.67 ng 248347 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 96
2 Benzene. 1.4-diethvl- 134 C10H14 000105-05-5 95
3 Benzene. 1l-methvl-3-(l1-methvleth... 134 C10H14 000535-77-3 93
4 o-Cvmene 134 C10H14 000527-84-4 93
5 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 91

Abundance Scan 827 (7.201 min): BF107900D(824)() m/z 119.05 100.00%
.1
5000 134.1
0 6.80 7.00 7.20 7.40 7.60
0 1oL m/z 105.05  99.41%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14843: Benzene, 1,3-diethyl-
105.0 119.0
5000 134.0
6.80 7.00 7.20 7.40 7.60
27.0 39.0 51 o . 91.0 m/z 134.05 49.64%
0 "I""I""I"'J”'"'ﬂp"'IJJ"I"J”I'"'I""I'u!'I'J'hl""I"h'l""l""l
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14838: Benzene, 1,4-diethyl-
119.0
105.0
6.80 7.00 7.20 7.40 7.60
5000 134.0 m/z 91.00 24.97%
91.0
150 27.0 410 530 65.0 77\‘0 I !
mz> 1 % % 40 5 6 70 80 9 100 110 120 130 140 150 |
Abundance #14908: Benzene, 1-methyl-3-(1- methylethyl)
19.0 6.80 7.00 7.20 7.40 7.60
m/z 77.00 14 _.45%
5000
134.0
91.0
o 15.0 27.0 410 53.0 650 770 1030 n
I S S R gt g o B [y R gy v Ay o8
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080118\
Data File : BF107900.D

Aca On : 1 Aug 2018 20:17

Operator : JU/SJ

Sample : J4256-02

Misc :

ALS Vial : 19 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, 1,2-diethyl- Concentration Rank 8

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

7.29 5.84 ng 217363 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 94
2 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 93
3 Benzene. 1.4-diethvl- 134 C10H14 000105-05-5 93
4 1.3.8-p-Menthatriene 134 C10H14 018368-95-1 83
5 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 83

Abundance Scan 842 (7.289 min): BF107900.D (-839) (-) m/z 105.10 100.00%
105.1 1191
134.1
5000
91.0
77.0
39.0 51.0 @50 | | 7.00 7.20 7.40 7.60
Obrrprrrrprrrprerabe el et et bl e Tm/Z 119.10 84 . 88Y%
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
0
270 390 510 650 | m/z 134.10 52.08%
0'W}%?P'”W”'Lh”'““mlmtﬁ'””P'“”“'W:“'PJ'P'”I“hﬁ”
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
5000 134.0 m/z 91.00 31.01%
91.0
270 390 510 g50 'O
0'W'”'P'm\”'““”'m“”lmhﬂ'”wv'”\”“INlW'm“L'”I”“W”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14841: Benzene, 1,4-diethyl-
1050 119.0 7.00 7.20 7.40 7.60
' m/z 77.00 19.12%
5000 134.0
91.0
o..,....,.?.?:?...f‘w,lw:‘.’..5,%-.0..,‘?‘?:‘.’,.mf....\,;...,.m.,..w.‘.;....,..‘..,..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080118\
Data File : BF107900.D

Aca On : 1 Aug 2018 20:17

Operator : JU/SJ

Sample : J4256-02

Misc :

ALS Vial : 19 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 6 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 15

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

7.72 3.83 ng 163178 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 95
2 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 94
3 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 94
4 Benzene. 1-methvl-3-(l-methvleth... 134 C10H14 000535-77-3 94
5 p-Cymene 134 C10H14 000099-87-6 93

Abundance Scan 915 (7.719 min): BF107900.D (-913) (-) m/z 119.10 100.00%
119.1
5000 134.1
91.0
39.0 510 650 77.0 | 1030 1500 7.40 7.60 7.80 8.00
0'WH“|““V“ﬂ“'¢““|““v“M'“W““V“W'HJ““lb“v“'v“w m/z 134.10 46.21%
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
7.40 7.60 7.80 8.00
91.0 m/z 91.00 14 .85%
e R 3'0 4'0 s'o % 7'0 8'0 90 100 ﬁo 120 130 140 150
Abundance #14865: Benzene, 1,2,3,5-tetramethyl-
119.0
1340 740 7.60 7.80 8.0
5000 m/z 120.05 9.51%
15.0 27.0 390 51.0 650 77.0 %Dl%o‘w ly
> B B e e T o o b0 115 135 1% 13 158
Abundance #14869: Benzene, 1,2,3,4-tetramethyl-
119.0 7.40 7.60 7.80 8.00
m/z 133.05 9.31%
134.0
5000
91.0
15.0 270 41053065\0 77\0 ‘ 10\50 M‘ ‘\
mz-> 10 % 3 40 80 85 70 80 % 100 110 130 130 140 120 | 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080118\
Data File : BF107900.D

Aca On : 1 Aug 2018 20:17

Operator : JU/SJ

Sample : J4256-02

Misc :

ALS Vial : 19 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 Hexanoic acid, 3,5,5-trimet... Concentration Rank 11

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

7.77 5.56 ng 236858 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 3.5.5-trimethvl- 158 C9H1802 003302-10-1 59
2 3.3-Dimethvlheptanoic acid 158 C9H1802 067061-30-7 50
3 Formic acid. 4.4-dimethvlpent-2-... 144 C8H1602 1000368-69-9 27
4 1-Hexene. 5.5-dimethvl- 112 C8H16 007116-86-1 27
5 2,2-Dimethylpropionic acid, hexa... 326 C21H4202 032767-89-8 23

Abundance Scan 924 (7.772 min): BF107900.D (-918) (-) m/z 57.00 100.00%
51.0
410 125.1
i 09.0 3?-2 7.40 7.60 7.80 8.00 8.20
0..,....,....,....',..-..,...:',....,....,.!..,..:.,....','....,..!.,....,...!,....,... m/z 83.10 48.19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #30258: Hexanoic acid, 3,5,5-trimethyl-
51.0
5000 o 83.0 7.40 7.60 7.80 8.00 8.20
000 T 103.0 m/z 97.00 47 .67%
o 15.0 69.0 125.0 143.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #30216: 3,3-Dimethylheptanoic acid
57.0
7.40 7.60 7.80 8.00 8.20
5000 83.0 m/z 125.10 33.36%
41.0
20.0 103.0
oL 150 “\‘ 690 1290 1430 4580
s 5o B % 4 B0 60 70 B0 b 190 110 13 T30 140 1% 10
Abundance #21001: Formic acid, 4,4-dimethylpent-2-yl ester
57.0 83.0 7.40 7.60 7.80 8.00 8.20
m/z 133.10 27 .53%
5000
41.0
o 290 ‘ | 700 . 1030 129.0
miz--> "1'6"é‘d"é'd"A'o'"'sd'"e'd'"7'6'"so""g'o"'1'66'1'16'iéb"isb”iib”iéb”iéb" 7.40 7.60 7.80 8.00 8.20

8270-BF073018.M Thu Aug 02 11:27:48 2018 Page: 9



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080118\
Data File : BF107900.D

Aca On : 1 Aug 2018 20:17

Operator : JU/SJ

Sample : J4256-02

Misc :

ALS Vial : 19 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 unknown7.88 Concentration Rank 16

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

7.88 3.79 ng 161429 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2.4-diethvl-1-methvl- 148 C11H16 001758-85-6 46
2 Benzene. 1.4-diethyl-2-methvl- 148 C11H16 013632-94-5 43
3 Benzene. l1-methvl-4-(1l-methvl-2-... 146 C11H14 097664-18-1 42
4 1H-Indene. 2.3-dihvdro-1.2-dimet... 146 C11H14 017057-82-8 42
5 Benzene, (1,1-dimethyl-2-propenyl)- 146 C11H14 018321-36-3 42

Abundance Scan 942 (7.878 min): BF107900.D (-939) (-) m/z 133.05 100.00%
138.1
5000 91.0
115.0 148.1

39.0 51.0 650710
1l

103{1 |||| || 7.60 7.80 8.00 8.20
II ||

Obrrprrrr et et e g et el bl m/z 131.10 93.58%
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #22796: Benzene, 2,4-diethyl-1-methyl-
138.0
119.0
5000
910 148.0 7.60 7.80 8.00 8.20

390510 650 77-0 ‘ 105.0 m/z 90.95 39.52%
27.0
O |||

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #22797: Benzene, 1,4-diethyl-2-methyl-

133.0

119.0 7.60 7.80 8.00 8.20
5000 m/z 148.10 31.30%

148.0
91.0 105.0

77.0
39.0 510 65.0 ‘
15.0 27,0 " el

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 7.60 7.80 8.00 8.20

m/z 115.00 27 .97%
5000
91.0 146.0
116.0
ﬂoﬂoam 65.0 77.0 ‘1%0‘ Al
o e e e e e

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

8270-BF073018.M Thu Aug 02 11:27:48 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080118\
Data File : BF107900.D

Aca On : 1 Aug 2018 20:17

Operator : JU/SJ

Sample : J4256-02

Misc :

ALS Vial : 19 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 o0-Cymene Concentration Rank 17

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

7.98 3.44 ng 146653 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Cvmene 134 C10H14 000527-84-4 70
2 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 60
3 Benzene. l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 60
4 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 60
5 1,3,8-p-Menthatriene 134 C10H14 018368-95-1 53

Abundance Scan 959 (7.978 min): BF107900.D (-952) (-) m/z 119.10 100.00%
119.1
5000 134.1
41.0 55.0 81.0
67.0 5.0 7.60 7.80 8.00 8.20 8.40
0 97,0 151.9 m/z 134.05 44.16%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14806: o-Cymene
119.0
5000
91.0 1340 7.60 7.80 8.00 8.20 8.40
: m/z 55.00 25.53%
39.0 g1 g 65.0 77.0
'W%ﬁgv?z?”'mh'”I”"Ph”I”JPP'””P”}ﬁﬁﬁl'lLP'”l”“'P'”l”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-
119.0
7.60 7.80 8.00 820 8.40
5000 134.0 m/z 41.00 25.49%

91.0
ﬁoﬂowpsm %OWO [ 1050

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14885: Benzene, 1-ethyl-3,5-dimethy!l- T
119.0 7.60 7.80 8.00 8.20 8.40
m/z 81.00 21.50%

5000
134.0
270 390 510 650 77.0 210 1050 ‘

o) BN ¥ Sl WY NS NS MMM IS B BN SRR NN
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 Thu Aug 02 11:27:49 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080118\
Data File : BF107900.D

Aca On : 1 Aug 2018 20:17

Operator : JU/SJ

Sample : J4256-02

Misc :

ALS Vial : 19 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 unknown8.04 Concentration Rank 18

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

8.04 3.20 ng 136510 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2.4.5-trimethvl- 148 C11H16 017851-27-3 30
2 Benzene. (2-methvl-1-butenvI)- 146 C11H14 056253-64-6 25
3 Benzene. (3-methvl-2-butenvI)- 146 C11H14 004489-84-3 25
4 Benzene. (2-methvl-1-methvlenepr... 146 C11H14 017498-71-4 15
5 Benzene, l-methyl-3-(1-methyl-2-_._. 146 C11H14 052161-57-6 15

Abundance Scan 970 (8.042 min): BF107900.D (-966) (-) m/z 133.05 100.00%
43.0 5.0 1.0 138.1
5000 91.0 19.1
105.1 148.1
| I|‘||| AT ||| A | 183 820 B 2D
o4 N1 011 L 1 RN LT m/z 56.00 91.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #22808: Benzene, 1-ethyl-2,4,5-trimethyl-
138.0
5000 U R R L I
148.0 7.80 8.00 8.20 8.40
]D501190 m/z 43.00 84 .75%
15.0 27.0 3%-0 51.0 650 77.0 910 !
OII II|II T IlnIII |'|I|| ||||' R B I|III ||:: IIIIIIIII |||'|I||||
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21633: Benzene, (2-methyl-1-butenyl)-
131.0
146.0 780 8.00 820 840
5000 91.0 m/z 131.05 80.06%
115.0
0 27.0 39\'0 53\'0 65\9 77\'0 10?'0 ‘ \‘ \ il
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21624: Benzene, (3-methyl-2-butenyl)-
131.0 7.80 8.00 8.20 8.40
91.0 m/z 71.00 78 .44%
5000 146.0
39.0
27.0 ‘ 51.0 650 770 1030115.0
Onﬁﬁ?“nh.”uw.ﬂﬂ.qﬁhlum\nnw.”ﬁm..LM.M“L.WHJWHH SN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.80 8.00 8.20 8.40

8270-BF073018.M Thu Aug 02 11:27:50 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080118\
Data File : BF107900.D

Aca On : 1 Aug 2018 20:17

Operator : JU/SJ

Sample : J4256-02

Misc :

ALS Vial : 19 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 unknown8.15 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
8.15 2.98 ng 127139 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanemethanol. chlorodiflu... 226 C9H13CIF202 1000376-25-9 47
2 trans-2-Methvlcvclohexanol. trif... 210 C9H13F302 1000364-13-3 38
3 6-Methvl-bicvclol4.2_0loctan-7-ol 140 C9H160 1000193-87-3 35
4 Cvclohexene. 3-methvl- 96 C7H12 000591-48-0 35
5 Oxalic acid, cyclohexylmethyl et... 214 C11H1804 1000309-68-0 35
Abundance Scan 988 (8.148 min): BF107900.D (-982) (-) m/z 97.05 100.00%
.0
55.0
5000 41.0
1410 1620 780 800 820 840
o} m/z 81.00 84 .26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #83221: Cyclohexanemethanol, chlorodifluoroacetate
58.0
83.0
5000 AR SR UL R
41.0 97.0 7.80 8.00 8.20 8.40
68.0 m/z 55.00 76.72%
0 27 P Nl I| | ||. nn n 115.0 14:."0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #69896: trans-2-Methylcyclohexanol, trifluoroacetate
81.0
9.0 75 55 a0 80
5000 55.0 m/z 69.00 57.37%
41.0 68.0
o 27.0 \‘ T || 112.0125.0 140.0153.0 167.0
mz-> 10 20 30 40 50 e'o o 5 185 15 2% 150 146 120 185 170
Abundance #18755: 6-Methyl-bicyclo[4.2.0]octan-7-ol R e e R
81.0 7.80 8.00 8.20 8.40
96.0 m/z 41.00 45 _35%
5000
41.0 67.0
0"I”"IfT'?”"P"W"'W"“I"“I'”' “hh"%}ﬁfi}%§fi%?3'9“|'“'|“"v" AR SR UL R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 7.80 8.00 8.20 8.40

8270-BF073018.M Thu Aug 02 11:27:50 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080118\
Data File : BF107900.D

Aca On : 1 Aug 2018 20:17

Operator : JU/SJ

Sample : J4256-02

Misc :

ALS Vial : 19 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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 9

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

8.43 5.64 ng 240171 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 003877-19-8 93
2 2(1HY)-Naphthalenone. 3.4-dihvdro- 146 C10H100 000530-93-8 53
3 Naphthl1l.2-bloxirene. la.2.3.7b-... 146 C10H100 002461-34-9 50
4 2-Methvlbenzvl cvanide 131 C9HON 022364-68-7 43
5 Styrene 104 C8H8 000100-42-5 27

Abundance Scan 1036 (8.431 min): BF107900.D (-1033) (-) m/z 104.05 100.00%
104.1
5000 146.1
91.0
131.1
410 630 780 13l 160.0 8.00 820 840 860 8.80
0 s m/z 146.10 47 .26%
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21659: Naphthalene, 1,2,3,4-tetrahydro-2-methyl-
104.0
5000 146.0
91.0 8.00 820 8.40 8.60 8.80
131.0 m/z 91.00 31.16%
o 26,0 390 530 650 780 117.0
A RRARY RRAA KA AL LAY ARALS RRALA RRARN LARRI AN

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

m/z--> 10 20 30 40 50 60 70 80 90 100

Abundance #21568: 2(1H)-Naphthalenone, 3,4-dihydro-
104.0
R e e o e S RERE
146.0 8.00 8.20 8.40 8.60 8.80
5000 m/z 131.05 21.87%
117.0
260 390 630 8090 || 3
o e (SR N NS

110 120 130 140 150 160

Abundance #21587: Naphth[1,2-b]oxirene, 1a,2,3,7b-tetrahydro-
104.0 8.00 820 8.40 8.60 8.80
m/z 115.05 17.40%
5000 146.0
117.0
39.0 580 780 910 ‘
o 260 oty g ] 1810
T e e

m/z--> 10 20 30 40 50 60 70 80 90 100

110 120 130 140 150 160

800 8.20 840 8.60 8.80

8270-BF073018.M Thu Aug 02 11:27:51 2018

Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080118\
Data File : BF107900.D

Aca On : 1 Aug 2018 20:17

Operator : JU/SJ

Sample : J4256-02

Misc :

ALS Vial : 19 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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 10

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

8.48 5.61 ng 239142 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001559-81-5 96
2 2.2-Dimethvlindene. 2.3-dihvdro- 146 C11H14 020836-11-7 93
3 Benzene. (2-methvl-1-butenvl)- 146 C11H14 056253-64-6 91
4 1H-Indene. 2.3-dihvdro-1.6-dimet... 146 C11H14 017059-48-2 90
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 Cl11H14 006682-71-9 90

Abundance Scan 1044 (8.478 min): BF107900.D (-1041) (-) m/z 131.10 100.00%
131.1
5000
146.1
e 104.0 1t 8.20 8.40 8.60 8.80
39.0 51.0 65.0 77.0 . : : : :
o.,....,....-,....,'....,.':'..,...I:,....,....,:'!~..,..|.'|.|,...-!'i!...,..~.'.,...1.?.2;.1.,. m/z 146.10 29.51%
m/iz--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21662: Naphthalene, 1,2,3,4-tetrahydro-1-methyl-
131.0
5000
146.0 8.20 8.40 8.60 8.80
91.0 118.0 m/z 91.00 21.13%
27.0 390 510 650 77:0 O
Ot e e et e et e e et
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21638: 2,2-Dimethylindene, 2,3-dihydro-
131.0
60 820 840 860 830
5000 ' m/z 117.05 16.96%
910 115.0
. 0 6070 | g0l )
miz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21633: Benzene, (2-methyl-1-butenyl)- R RamE e e
131.0 8.20 8.40 8.60 8.80
m/z 115.10 16.00%
146.0
5000 910
115.0
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 820 840 860 830

8270-BF073018.M Thu Aug 02 11:27:52 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080118\
Data File : BF107900.D

Aca On : 1 Aug 2018 20:17

Operator : JU/SJ

Sample : J4256-02

Misc :

ALS Vial : 19 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 5

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

8.62 6.75 ng 287794 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 002809-64-5 86
2 1-Methvlindan-2-one 146 C10H100 035587-60-1 58
3 1H-Inden-1-one. 2.3-dihvdro-3-me... 146 C10H100 006072-57-7 55
4 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001680-51-9 55
5 Bicyclo[4.2.0]Jocta-1,3,5-triene,... 160 C12H16 078920-29-3 43

Abundance Scan 1068 (8.619 min): BF107900.D (-1063) (-) m/z 131.05 100.00%
1301
55.0 146.1
5000

8.20 8.40 8.60 8.80 9.00

0 m/z 146.05 58.99%
m/z--> 20 40 60 80 100 120 140 160
Abundance #21668: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
118.0131.0
146.0
5000
910 105.0 8.20 8.40 8.60 8.80 9.00
39.0 63.0 77.0 m/z 55.00 55.83%
o SR |
m/z--> 20 40 60 80 100 120 140 160
Abundance #21535: 1-Methylindan-2-one
131.0
146.0 T
8.20 8.40 8.60 8.80 9.00
5000 m/z 81.00 47 .68%
0 103.0117.0
51.0 ‘
o280 1 6*?0.““ 0 g Mo N
m/z--> 20 40 60 80 100 120 140 160
Abundance #21578: 1H-Inden-1-one, 2,3-dihydro-3-methyl- I RAEEE T
131.0 8.20 8.40 8.60 8.80 9.00
0
146.0 m/z 109.05 40.56%
5000
51.0 77.0 115.0
10 270 ‘ ‘ 91.0 ‘
0...".,.“;..“i“‘a.l"H H‘ ‘.“‘a.,“l‘..”‘,.l‘l. .“...,...., B REEaEmama e S
m/z--> 20 40 60 80 100 120 140 160 8.20 840 8.60 8.80 9.00

8270-BF073018.M Thu Aug 02 11:27:52 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080118\
Data File : BF107900.D

Aca On : 1 Aug 2018 20:17

Operator : JU/SJ

Sample : J4256-02

Misc :

ALS Vial : 19 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 unknown8.88 Concentration Rank 20

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

8.88 2.89 ng 123130 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-Inden-2-one. octahvdro-3a-met... 152 C10H160 013351-29-6 43
2 Cvclopentene. 1.2.3-trimethvl- 110 C8H14 000473-91-6 30
3 5-0Octen-2-vn-4-ol 124 C8H120 1000196-87-1 30
4 1.2.3.4.4a.5.6.8a-0ctahvdro-naph... 136 C10H16 031244-58-3 27
5 Sorbic acid vinyl ester 138 C8H1002 042739-26-4 27

Abundance Scan 1112 (8.878 min): BF107900.D (-1108) (-) m/z 95.05 100.00%
94.0
5000
860 8.80 9.00 9.20
0 m/z 55.00 84 .42%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25241: 2H-Inden-2-one, octahydro-3a-methyl-, cis-
41.0 94.0
152.0
109.0
5000 R L LN L L
8.60 8.80 9.00 9.20
m/z 41.00 66.61%
124.0137:0
0‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #6004: Cyclopentene, 1,2,3-trimethyl-
94.0
860 8.80 9.00 9.20
5000 67.0 m/z 145.10 49 _46%
53.0
0“392“hb“LL'¢M“P“WH“%QW“LV“W““P“'““V“W““v“w'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 RAA
Abundance #10487: 5-Octen-2-yn-4-ol M
95.0 8.60 8.80 9.00 9.20
m/z 67.00 48.58%
5000 67.0
41.0
“ 109.0
O.W.H.P.Lh”.. §ﬂ9 Al ‘hhn.ﬂhh,nﬂi.”%ﬁée S e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080118\
Data File : BF107900.D

Aca On : 1 Aug 2018 20:17

Operator : JU/SJ

Sample : J4256-02

Misc :

ALS Vial : 19 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 16 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 13

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

8.90 3.92 ng 166917 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 002809-64-5 96
2 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001680-51-9 96
3 Benzene. (1-methvl-1-butenvl)- 146 C11H14 053172-84-2 89
4 2.3.4.5.6.7-Hexahvdro-1H-cvclope... 146 C11H14 1000189-31-0 81
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 Cl11H14 006682-71-9 76

Abundance Scan 1116 (8.901 min): BF107900.D (-1113) (-) m/z 131.10 100.00%
1311

146.1

5000
91.0
51.0 65.0 159.1 1744 8.60 8.80 9.00 9.20
0 : m/z 118.05 69.48%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21673: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
1310 146.0
5000
105.0 8.60 8.80 9.00 9.20
91.0 m/z 146.10 66.00%
27.0 51.0 77.0
04
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21675: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0 146.0
8.60 8.80 9.00 9.20
5000 m/z 117.10 41 _.99%
105.0
270 51.0 77.0 H I
o SRR M VI Y U.Hﬁ‘.u.. b ] ....‘.M.. T
T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21632: Benzene, (1-methyl-1-butenyl)- R e h R e
131.0 8.60 8.80 9.00 9.20
m/z 105.05 28.65%
146.0
5000 91.0
115.0
0...,.&u.hh.“h,%u mM..w. ”‘ ‘“.dﬁ.,....,....,. Ao
m/z--> 20 40 60 80 120 140 160 180 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080118\
Data File : BF107900.D

Aca On : 1 Aug 2018 20:17

Operator : JU/SJ

Sample : J4256-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 17 2-Decalone,c&t Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
9.02 3.86 ng 164423 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2-Decalone.cé&t 152 C10H160 004832-17-1 93
2 1-Decalone (cis-trans) 152 C10H160 004832-16-0 86

3 1-Methvldecahvdronaphthalene 152 C11H20 002958-75-0 74
4 2(1H)-Naphthalenone. octahvdro-.... 152 C10H160 016021-08-2 68
5 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 53
Abundance Scan 1136 (9.019 min): BF107900.D (-1133) (-) m/z 55.00 100.00%
.0 81.0
5000
174.1 8.60 8.80 9.00 9.20 9.40
o} m/z 81.00 97 .06%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25089: 2-Decalone,c&t
58.0 81.0 108.0 152.0
5000 | NI L L L L L L L L B
8.60 8.80 9.00 9.20 9.40
123.0 m/z 67.00 83.47%
137.0
o} L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25124: 1-Decalone (cis-trans)
58.0 81.0
450 108.0 S —
8.60 8.80 9.00 9.20 9.40
5000 27.0 95.0 152.0 m/z 41.00 79.33%
1230
ST v
m/z--> 20 40 100 120 140 160 180
Abundance #25436. 1- Methyldecahydronaphthalene T
41.0 67.0 8.60 8.80 9.00 9.20 9.40
810950 152.0 m/z 108.10 72.22%
5000
137.0
109.0
T
o S— PR R Y S N e
m/z--> 20 40 60 80 100 120 140 160 180 8.60 880 9.00 9.20 9.40

8270-BF073018.M Thu Aug 02 11:27:54 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080118\
Data File : BF107900.D

Aca On : 1 Aug 2018 20:17

Operator : JU/SJ

Sample : J4256-02

Misc :

ALS Vial : 19 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 18 Naphthalene, 1-methyl- Concentration Rank 12

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

9.05 5.02 ng 213932 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Napnhthalene. 2-methvl- 142 C11H10 000091-57-6 83
2 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 83
3 Benzocvcloheptatriene 142 C11H10 000264-09-5 46
4 1H-Indene. 1-ethvlidene- 142 C11H10 002471-83-2 46
5 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 46

Abundance Scan 1141 (9.048 min): BF107900.D (-1139) (-) m/z 142.05 100.00%
14p.1
5000
69.1 115.0 N
39.0 L I S LN A
. 91.0 | bl ||| 1601 1, 8.80 9.00 9.20 9.40
o et Moy i A4 Tz 141.10 0 96.74%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #19233: Naphthalene, 2-methyl-
14p.0
5000
115.0 8.80 9.00 9.20 9.40

m/z 115.00 37 .32%
270 500 830 760 8901020 | 1080

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 REEEE RS S
8.80 9.00 9.20 9.40
m/z 125.05 33.87%
5000 115.0
260 39.0 630 7608901000 | 1080 |
RN RN E L L L L o o e e  ARARARIERSERTRERRRaLay
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #19230: Benzocycloheptatriene
141.0 8.80 9.00 9.20 9.40
m/z 69.10 30.27%
5000 115.0
63.0
0260%0“ | 760 8901020 | 1280 |
T e e e e e e e R N R A EEEEsmas
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\BF080118\
Data File : BF107900.D

Aca On : 1 Aug 2018 20:17

Operator : JU/SJ

Sample : J4256-02

Misc :

ALS Vial : 19 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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.01 6.94 ng 371455 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Dodecanoic acid 200 C12H2402 000143-07-7 72
Abundance Scan 1645 (12.013 min): BF107900.D (-1641) (-) m/z 59.95 100.00%
6d.0
5000 129.1 ”—JL“
85.1 571 213.2
7 1851 262 s, 1160 11.80 12.00 12.20 12.40
Ol prerrhb : m/z 73.00 99.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107548: n-Hexadecanoic acid
43.0 730
5000 256.0 NSRS BN
11.60 11.80 12.00 12.20 12.40
213.0 m/z 43.00 93.45%
| 157.0 185.0
o”.PLﬁL:
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43.0 ,73.0
11/60 11.80 12.00 12.20 12.40
5000 129.0 m/z 57.00 86.97%
OEI-ISI.IOI‘;II‘i‘;‘II \AJL\%}L/\/LW‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72643: Tridecanoic acid B o
430 | 730 11.60 11.80 12.00 12.20 12.40
' m/z 55.00 77 .15%
5000 129.0
171.0
97.0 214.0
ol LN SRR SN B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.60 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080118\
Data File : BF107900.D

Aca On : 1 Aug 2018 20:17

Operator : JU/SJ

Sample : J4256-02

Misc :

ALS Vial : 19 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 20 Cycloeicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.95 5.90 ng 278089 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvcloeicosane 280 C20H40 000296-56-0 95
2 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 94
3 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 91
4 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 91
5 1-Docosene 308 C22H44 001599-67-3 91
Abundance Scan 1974 (13.948 min): BF107900.D (-1972) (-) m/z 57.00 100.00%
.0
RN AU BRI U
139.0167.0193.0 243.0 272.9 355.0 13.60 13.80 14.00 14.20
0 m/z 43.00 99 .55%
m/z--> 50 100 150 200 250 300 350
Abundance #127768: Cycloeicosane
540
83.0
5000 RN AU BRI UG
29.0 0 13.60 13.80 14.00 14.20
1L m/z 55.00 96.41%
o 1 l |139-0168.0 196.0 224,0 252.0 280.0
m/z--> 50 100 150 200 250 300 350
Abundance #205392: Trichloroacetic acid, hexadecy! ester
43.0
69.0 RN BRI U
97.0 13.60 13.80 14.00 14.20
5000 m/z 83.10 70.84%
125.0
0! J‘\ I ‘A \?'513'0 196'0224'0
m/z--> 50 100 150 200 250 300 350
Abundance #197885: Trichloroacetic acid, pentadecy! ester R Ba T e e
43.0 13.60 13.80 14.00 14.20
83.0 m/z 69.05 63.58%
5000
111.0
04 \‘ | 4‘\ 1l ‘\13%0‘ 1820 2100
m/z--> 50 100 150 200 250 300 350 1360 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF080118\
Data File : BF107900.D

Acq On : 1 Aug 2018 20:17

Operator : JU/SJ

Sample - J4256-02

Misc :

ALS Vial : 19 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 8.1 ng 301977 1 6.96 744277 20.0
unknown6.74 6.74 89.8 ng 3342970 1 6.96 744277 20.0
Benzene, 1,3-diet... 7.20 6.7 ng 248347 1 6.96 744277 20.0
Benzene, 1,2-diet... 7.29 5.8 ng 217363 1 6.96 744277 20.0
Benzene, 1,2,4,5-... 7.72 3.8 ng 163178 2 8.24 852099 20.0
Hexanoic acid, 3,... 7.77 5.6 ng 236858 2 8.24 852099 20.0
unknown7 .88 7.88 3.8 ng 161429 2 8.24 852099 20.0
o-Cymene 7.98 3.4 ng 146653 2 8.24 852099 20.0
unknown8 .04 8.04 3.2 ng 136510 2 8.24 852099 20.0
unknown8.15 8.15 3.0 ng 127139 2 8.24 852099 20.0
Naphthalene, 1,2,... 8.43 5.6 ng 240171 2 8.24 852099 20.0
Naphthalene, 1,2,... 8.48 5.6 ng 239142 2 8.24 852099 20.0
Naphthalene, 1,2,... 8.62 6.8 ng 287794 2 8.24 852099 20.0
unknown8 .88 8.88 2.9 ng 123130 2 8.24 852099 20.0
Naphthalene, 1,2,... 8.90 3.9 ng 166917 2 8.24 852099 20.0
2-Decalone,c&t 9.02 3.9 ng 164423 2 8.24 852099 20.0
Naphthalene, 1-me... 9.05 5.0 ng 213932 2 8.24 852099 20.0
n-Hexadecanoic acid 12.01 6.9 ng 371455 4 11.50 1070530 20.0
Cycloeicosane 13.95 5.9 ng 278089 5 14.15 943126 20.0
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