LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG031819\
Data File : BG039980.D

Aca On : 18 Mar 2019 21:54

Operator : JU/SJ

Sample : K1903-02

Misc :

ALS Vial : 9 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 G\METHODS\8270-BG030419.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 3.193 12 18 27 rBv 291753 572561 20.19% 2.336%
2 3.270 27 31 42 rVB 500888 682241 24.06% 2.784%
3 3.804 118 122 128 rVB4 32364 54883 1.94% 0.224%
4 4.063 161 166 172 rVB3 36090 57325 2.02% 0.234%
5 4.327 207 211 220 rVB 47277 79255 2.79% 0.323%
6 4.468 227 235 239 rBV5 16228 28860 1.02% 0.118%
7 4 _.597 252 257 264 rVB4 28573 58389 2.06% 0.238%
8 4.785 276 289 294 rBV3 33469 85185 3.00% 0.348%
9 5.226 359 364 367 rBV3 15624 30596 1.08% 0.125%
10 5.690 436 443 450 rBV 409771 662828 23.37% 2.705%

11 6.606 593 599 611 rVB 125614 224765 7.93% 0.917%
12 7.106 677 684 690 rBvV 233481 392046 13.82% 1.600%
13 7.288 706 715 725 rBV 265857 484838 17.10% 1.979%
14 7.394 729 733 742 rVB2 17773 34211 1.21% 0.140%
15 7.517 748 754 761 rBV 41917 72117 2.54% 0.294%

16 7.670 770 780 788 rBV 717542 1270798 44.81% 5.186%
17 7.999 832 836 839 rBvV 17568 29809 1.05% 0.122%
18 8.146 852 861 867 rBvV 160019 278173 9.81% 1.135%
19 8.469 909 916 920 rBV 633488 1132128 39.92% 4.620%
20 8.516 920 924 933 rVB 753114 1247263 43.98% 5.090%

21 8.621 935 942 948 rBV 153370 256978 9.06% 1.049%
22 8.774 960 968 973 rBvV2 66535 127977 4_.51% 0.522%
23 8.821 973 976 982 rVB3 37844 58969 2.08% 0.241%
24 9.162 1028 1034 1040 rBV6 20254 44997 1.59% 0.184%
25 9.244 1041 1048 1054 rVvVv3 194797 377971 13.33% 1.542%

26 9.326 1054 1062 1073 rVB2 863559 1525286 53.78% 6.224%

27 9.491 1082 1090 1095 rVB8 17079 39731 1.40% 0.162%
28 9.591 1101 1107 1113 rBV6 15722 35636 1.26% 0.145%
29 9.767 1126 1137 1143 rBV 240904 414831 14.63% 1.693%
30 9.943 1161 1167 1173 rBv4 15368 32967 1.16% 0.135%
31 10.025 1176 1181 1187 rVB3 35778 64918 2.29% 0.265%
32 10.137 1193 1200 1204 rBV3 32378 59090 2.08% 0.241%

33 10.196 1204 1210 1221 rVB 192632 361285 12.74% 1.474%
34 10.343 1223 1235 1243 rBV 253663 488509 17.23% 1.993%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG031819\
Data File : BG039980.D

Aca On : 18 Mar 2019 21:54

Operator : JU/SJ

Sample : K1903-02

Misc :

ALS Vial : 9 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 G\METHODS\8270-BG030419.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 10.642 1280 1286 1290 rBV2 23820 47761 1.68% 0.195%
36 10.824 1307 1317 1318 rBV7 17455 41130 1.45% 0.168%

37 10.924 1325 1334 1337 rBV2 65587 174125 6.14% 0.711%
38 10.965 1337 1341 1353 rVVv2 238212 513615 18.11% 2.096%
39 11.059 1353 1357 1369 rVB 57314 115203 4._.06% 0.470%

40 11.253 1380 1390 1395 rBV10 15477 42399 1.50% 0.173%
41 11.547 1434 1440 1446 rBVS5 45464 97713 3.45% 0.399%
42 11.606 1446 1450 1456 rVv2 26969 48454 1.71% 0.198%

43 11.864 1484 1494 1501 rVB2 47628 106125 3.74% 0.433%
44 12.340 1567 1575 1583 rBV4 40183 107886 3.80% 0.440%

45 12.504 1597 1603 1609 rBV4 34758 72672 2.56% 0.297%
46 12.569 1609 1614 1619 rBV9 15814 36061 1.27% 0.147%
47 12.827 1649 1658 1665 rBVY 181291 384764 13.57% 1.570%
48 13.115 1704 1707 1711 rVB3 26121 35438 1.25% 0.145%

49 13.391 1745 1754 1762 rBV 1461002 2268353 79.99%% 9.257%
50 13.808 1816 1825 1832 rBV9 47568 113672 4.01% 0.464%

51 13.897 1836 1840 1845 rBvV4 49119 87525 3.09% 0.357%
52 13.979 1847 1854 1855 rBV 97553 163227 5.76% 0.666%
53 14.261 1896 1902 1910 rVV 66039 125743 4.43% 0.513%
54 14.408 1921 1927 1934 rBV 98699 182041 6.42% 0.743%
55 14.478 1934 1939 1949 rVBS8 37525 100950 3.56% 0.412%

56 14.584 1950 1957 1966 rBVS8 38774 111323 3.93% 0.454%
57 14.772 1983 1989 1995 rVB2 318726 552573 19.48% 2.255%
58 14.831 1995 1999 2007 rBV2 64024 112819 3.98% 0.460%
59 14.919 2008 2014 2022 rBV6 44575 119936 4.23% 0.489%
60 15.160 2051 2055 2063 rVB6 43115 105130 3.71% 0.429%

61 15.271 2070 2074 2081 rVB 52101 88488 3.12% 0.361%
62 15.395 2092 2095 2103 rVB7 39398 83474 2.94% 0.341%
63 15.647 2133 2138 2143 rBV3 55273 104563 3.69% 0.427%
64 15.806 2160 2165 2170 rBV5 58963 127892 4_.51% 0.522%
65 15.859 2170 2174 2181 rVB4 54190 100558 3.55% 0.410%

66 16.258 2235 2242 2250 rBV 1067749 1678148 59.17% 6.848%
67 17.515 2451 2456 2462 rBV2 386953 570195 20.11% 2.327%
68 18.373 2598 2602 2613 rBV2 147833 221914 7.83% 0.906%
69 19.636 2814 2817 2824 rBV2 93526 138753 4_.89% 0.566%
70 20.112 2892 2898 2904 rBV 2113870 2835936 100.00% 11.573%

71 21.804 3181 3186 3193 rVB2 401869 675441 23.82% 2.756%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG031819\
Data File : BG039980.D

Aca On : 18 Mar 2019 21:54

Operator : JU/SJ

Sample : K1903-02

Misc :

ALS Vial : 9 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

Z :\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG030419.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

72 25.164 3750 3758 3768 rVB 219135 645852 22.77% 2.636%

Sum of corrected areas: 24505268
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG031819\

BG039980.D

18 Mar 2019 21:54

JussJ

K1903-02

9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
2000000
1500000
1000000

3.27
500000
8.19

3.804.064.346079 523

TIC: BG039980.D

9.33

9.77 4,

. 9§§%§9§R 1080 @@2MM§ﬂ§g£3§g§yL

4 10.97 12.8

04
Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG039980.D
20.11
2000000
1500000{ 1339
16.26
1000000
21.80
17.52
500000 14.77
18.37 19.64
13.12|  13380%4 B UBTIS BHE6

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG039980.D

2000000

1500000

1000000

500000

25.16

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00

8270-BG030419.
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG031819\
Data File : BG039980.D

Aca On : 18 Mar 2019 21:54

Operator : JU/SJ

Sample : K1903-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

3.27 49.05 ng 682241 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 28
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 12
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 31 (3.270 min): BG039980.D (-27) (-) m/z 73.15 100.00%
74.2
5000 43.1
571 87.2
3.203.30 3.40 3.50 3.60 3.70
e 22O L1 852 83 hsz 43.15 47.61%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
74.0
5000
43.0 3.203.30 3.40 3.50 3.60 3.70
580 87.0 m/z 55.15 34.51%
29.0 ‘
"I'”'I"”HI”"W:J"I”"I""PI"I"”I""I'”'
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73.0
41.0 550 87.0 3.203.30 3.40 3.50 3.60 3.70
5000 : m/z 87.20 27 .39%
29.0
"|}ﬁq|"“|"'|"'|""w"'|“"|'”'|'91q"”
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2051: 1,3-Dioxolane, 2-methyl-
73.0 3.203.30 3.40 3.50 3.60 3.70
m/z 41.15 13.27%
5000 43.0
58.0
29.0 370
L1 NN .
m/z--> 0 20 30 40 50 60 70 8 90 100 3.203.30 3.40 3.50 3.60 3.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG031819\
Data File : BG039980.D

Aca On : 18 Mar 2019 21:54

Operator : JU/SJ

Sample : K1903-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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 Cyclohexene, l1-methyl- Concentration Rank 18

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

4._.33 5.70 ng 79255 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexene. l1l-methvl- 96 C7H12 000591-49-1 91
2 Cvclohexene. 3-methvl- 96 C7H12 000591-48-0 90
3 Cvclohexane. methvlene- 96 C7H12 001192-37-6 87
4 Bicvclol4.1.0Theptane 96 C7H12 000286-08-8 83
5 2,4-Hexadiene, 2-methyl- 96 C7H12 028823-41-8 70

Abundance Scan 211 (4.327 min): BG039980.D (-207) (-) m/z 81.25 100.00%
81.3
67.2
5000 55.1 96.3
39.1
| | 470 || 1 400 4.20 4.40 4.60
S S———I R /] 1 PSSO NSRS 1 RSSO R m/z 67.15 67.49%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2881: Cyclohexene, 1-methyl-
81.0
68.0
5000 270 90 55.0 96.0 400 4.20 4.40 4.60
m/z 68.15 44 .90%
0 Mgl
S Y M— | .01 V| T | S L RSO |
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2877: Cyclohexene, 3-methyl-
81.0
4.00 4.20 4.40 4.60
5000 m/z 96.25 39.35%
...,....,..lH,...ll‘l...}‘lH..,.‘.‘l.‘,...‘a‘il...,..‘..,...
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #2885: Cyclohexane, methylene-
81.0 4.00 4.20 4.40 4.60
67.0 m/z 55.15 38.11%
5000 54.0 96.0
39.0
27.0 ‘
IIII""I"""I""k""I""'I"‘l'l""‘ll"'l""'lIII TTfrrrr T T T Ty
m/z--> 10 20 30 40 50 60 70 80 90 100 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG031819\
Data File : BG039980.D

Aca On : 18 Mar 2019 21:54

Operator : JU/SJ

Sample : K1903-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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 Cyclopentene, 1,2,3-trimethyl- Concentration Rank 16

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

4.79 6.12 ng 85185 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentene. 1.2.3-trimethvl- 110 C8H14 000473-91-6 94
2 5.5-Dimethvl-1.3-hexadiene 110 C8H14 001515-79-3 91
3 1.4-Pentadiene. 2.3.3-trimethvl- 110 C8H14 000756-02-5 91
4 1.4-Hexadiene. 2.3-dimethvl- 110 C8H14 018669-52-8 91
5 Bicyclo[3.1.0]hexane, 1,5-dimethyl- 110 C8H14 1000142-17-5 83

Abundance Scan 290 (4.791 min): BG039980.D (-276) (-) m/z 95.25 100.00%
9.3
5000 672
55.1 110.3
‘m-z | 81|'1 440 4.60 4.80 5.00 5.20
SN NS RN PR N A NP Y B m/z 67.15 38.41%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6004: Cyclopentene, 1,2,3-trimethyl-
95.0
5000
67.0 440 4.60 4.80 500 5.20
110.0 m/z 55.15 19.56%
39.0 55.0
27.0 77.0
"|}ﬁq|'““W'“'u'“'ﬂ'“'|““‘|“'J|“"Wh!'w"w"'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5978: 5,5-Dimethyl-1,3-hexadiene
95.0
440 460 480 500 520
5000 20 0 o 10 m/z 110.25  18.59%
' 110.0
‘ 77.0
”I}ﬁql”'ﬂﬁ"W*“”in“I”“PP'JM"”IHJ'I”"P"W
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6022: 1,4-Pentadiene, 2,3,3-trimethyl-
670 95.0 440 460 4.80 5.00 5.20
' m/z 81.10 14.14%
41.0
5000 55.0
27.0
79.0 110.0
”,FEQ,Ha““..w:u”NJH ,”MU“.JMM.”,WJ.,”..L..W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG031819\
Data File : BG039980.D

Aca On : 18 Mar 2019 21:54

Operator : JU/SJ

Sample : K1903-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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-methylethyl)- Concentration Rank 9

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

6.61 16.16 ng 224765 1,4-Dichlorobenzene-d4 8.15
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 91
3 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 72
4 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 72
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 72

Abundance Scan 600 (6.612 min): BG039980.D (-593) (-) m/z 105.15 100.00%
106.2
5000
51.1 77.2 1202 RARSE AR RSN RARER A
39.1 63.1 “ 91.2 6.20 6.40 6.60 6.80 7.00
S NI URNJMNON | AT RN /NS PR m/z 120.15  24.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9417: Benzene, (1-methylethyl)-
106.0
5000 S LS RN N
620 6.40 6.60 6.80 7.00
770 120.0 m/z 77.15 17.43%
710 00 %0 g0 1) w10 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9414: Benzene, 1,2,3-trimethyl-
106.0
620 6.40 6.60 6.80 7.00
5000 120.0 m/z 51.15 16.39%
270 30 ﬁo 63.0 770 %n
A 1 A \ LI ‘\
mz-> 10 % 30 45 50 60 70 8 90 100 110 130
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105.0 6.20 6.40 6.60 6.80 7.00
m/z 79.15 14 _.49%
5000
120.0
miz--> "16""26""36"'216""s'o""e'o""76'"éB"'dd"iéé"iié"iéb'"' 620 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG031819\
Data File : BG039980.D

Aca On : 18 Mar 2019 21:54

Operator : JU/SJ

Sample : K1903-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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 N-Benzyl-2-phenethylamine Concentration Rank 6

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

7.11 28.19 ng 392046 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. propvl- 120 C9H12 000103-65-1 91
2 N-Benzvl-2-phenethvlamine 211 C15H17N 003647-71-0 72
3 Benzeneacetaldehvde 120 C8H80 000122-78-1 58
4 N-(Benzvloxv)-2.2.2-trifluoroace... 219 C9H8F3NO2 174075-91-3 47
5 1,3,5-Cycloheptatriene, 7-ethyl- 120 C9H12 017634-51-4 47

Abundance Scan 685 (7.112 min): BG039980.D (-677) (-) m/z 91.15 100.00%
91.2
5000
120.2 RS U L L L
30.1 65.2 007 3 6.80 7.00 7.20 7.40
S O SR VS N — o] m/z 120.15 22.11%
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #9408: Benzene, propyl-
91.0

\

5000 LANLINL LL LL  L  LLL B BLBLLL |
6.80 7.00 7.20 7.40
120.0 m/z 65.15 11.09%
39.0 65.0
II.IIII.IIIIII.IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #70357: N-Benzyl-2-phenethylamine
91.0
120.0 6.80 7.00 7.20 7.40
5000 m/z 92.15 9.95%
65.0
39.0 N TR 165.0 209.0
B o I B o o I o o L e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9372: Benzeneacetaldehyde e Eamma e
91.0 6.80 7.00 7.20 7.40
m/z 78.15 6.52%
5000
120.0
65.0
39.0
IIIII‘III‘III‘IIIIIII‘IIIIIIIIIIIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG031819\
Data File : BG039980.D

Aca On : 18 Mar 2019 21:54

Operator : JU/SJ

Sample : K1903-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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, l-ethyl-4-methyl- Concentration Rank 19

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

7.52 5.19 ng 72117 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
2 Mesitvlene 120 C9H12 000108-67-8 91
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
4 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 90
5 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 90

Abundance Scan 755 (7.523 min): BG039980.D (-748) (- m/z 105.15 100.00%
105.2
5000
120.3
391 5L1 652 77|'2 91.2 7.20 7.40 7.60 7.80
e U PV YSS  S  S RS /SN  M m/z 120.25  30.42%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9430: Benzene, 1-ethyl-4-methyl-
105.0
5000 AL LA RS
120.0 7.20 7.40 7.60 7.80

m/z 77.15 14 _.39%
150 27.0 390 510 650 70 91.0 |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9399: Mesitylene
105.0
120.0
7.20 7.40 7.60 7.80
5000 m/z 103.15 10.83%

39.0 77.0  91.0
150 270 L 510 65.0 LI \ Al It

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

Abundance #9421: Benzene, 1,2,4-trimethyl- ..,....,../.\.,....,....,’

105.0 7.20 7.40 7.60 7.80
0
120.0 m/z 91.15 10.22%

5000
77.0 91.0
15.0 27.0 390 510 650 [ i |

B R A AN AN R EE s o R S g

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.20 7.40 7.60 7.80

8270-BG030419.M Mon Mar 25 04:34:58 2019 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG031819\
Data File : BG039980.D

Aca On : 18 Mar 2019 21:54

Operator : JU/SJ

Sample : K1903-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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 unknown7.67 Concentration Rank 1

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

7.67 91.37 ng 1270800 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
2 5-Aminoindole 132 C8H8N2 005192-03-0 22
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 N-(-phenylisopropyl)benzaldimine 223 C16H17N 1000379-01-3 10

Abundance Scan 780 (7.670 min): BG039980.D (-770) (-) m/z 132.15 100.00%
13p.2
5000 68.2
o1 sy || %2 T 7k o 8o
rerrrerprrrr el bl e 890 L M072 L Tm/z 68.15  45.12%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132.0
5000 R UL UL IR
7.40 7.60 7.80 8.00
m/z 134.15 32.66%
150 280 39.0 520 030 770 900 1040 ..,
IPRAD 0% i M M e sesseressthosbtaui oot b s sy A
Abundance #14491: 5-Aminoindole
132.0
740 7.60 7.80 8.00
5000 m/z 66.15 30.97%
104.0
140 270 300 510 %0710 500 | 150 ||
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal B
132.0 7.40 7.60 7.80 8.00
m/z 69.15 17.54%
5000 67.0
41.0 97.0
53.0
117.0
'W“'W”'W”'W”'W”'W'“W'ji?“ﬁ'”ﬁ'”ﬁ'”ﬁ'”ﬁ”W'” R AN UL LR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00

8270-BG030419.M Mon Mar 25 04:34:59 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG031819\
Data File : BG039980.D

Aca On : 18 Mar 2019 21:54

Operator : JU/SJ

Sample : K1903-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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 Indane Concentration Rank 2

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

8.52 89.68 ng 1247260 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 93
2 Benzene. 2-propenvl- 118 C9H10 000300-57-2 76
3 Tetracvclol3.3.1.0(2.8).0(4.6)1-... 118 C9H10 1000191-13-7 72
4 Benzene. cvclopropvl- 118 C9H10 000873-49-4 72
5 Benzene, (2-bromocyclopropyl)- 196 C9H9Br 036617-02-4 59

Abundance Scan 925 (8.521 min): BG039980.D (-920) (-) m/z 117.15 100.00%
11Y.2
5000 //\
63.1 o2 ‘ 820 840 8.60 8.80
39.1 511 : 77.1 103.2
...,....,....,....',....i'...!,.-'.'..,...-.,....',|....,:-...,...'.',..???;?.., m/z 118.15 55.11%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8949: Indane
117.0
5000 S RN AN AR AR
8.20 8.40 860 8.80
390 8.0 91.0 m/z 115.15 30.87%
27.0
"'%?'Q'I"J'I"'JI'"'”"'!IJJ"I'??“?""”L" }2% RI"L'“""I""I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8959: Benzene, 2-propenyl-
117.0
'8"26' 8.40 860 880
5000 m/z 91.15 18.28%
91.0
58.0
39.0 103.0 ‘
"w'“'w?i?“'h"“N“'t”m'me?“'wL“'w““l“l“'“'w'”l
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8982: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene
117.0 8.20 8.40 860 8.80

m/z 63.15 9.76%

5000 91.0
39.0
no 70 s 80 mo | o

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 8.20 840 860 8.80

8270-BG030419.M Mon Mar 25 04:35:00 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG031819\
Data File : BG039980.D

Aca On : 18 Mar 2019 21:54

Operator : JU/SJ

Sample : K1903-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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 Benzene, 1,3-diethyl- Concentration Rank 8

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

8.62 18.48 ng 256978 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 95
2 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 95
3 Benzene. l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 91
4 Benzene. 1l.4-diethvl- 134 C10H14 000105-05-5 91
5 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 91

Abundance Scan 942 (8.621 min): BG039980.D (-935) (-) m/z 105.15 100.00%
105.2 119.2
5000 134.3
91.2
77.2 I""I""I""I"'/\'IIII

392 911 455 | | 820 840 8.60 8.80 9.00
e prerrprrebee et el el e Tm/ZZ 119.15 98.65%
mz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #14844: Benzene, 1,3-diethyl-
105.0 119.0
5000 134.0
8.20 8.40 8.60 8.80 9.00
770 910 m/z 134.25  48.90%
27.0 390 510 g50 '
SNBSS W ¥ A PR YIS MBS RSB S P! BNSNS [H_
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14842: Benzene, 1,2-diethyl-
105.0 119.0
BRE S E e ]
8.20 8.40 8.60 8.80 9.00
5000 134.0 m/z 91.15 31.19%
91.0
77.0
27.0 39.0 51.0 650
..,.1.5.'(.),...‘.‘,....‘,‘....i‘.‘...,.‘.‘..,...‘l‘,....,a‘...,.‘ll.,..‘.‘al....,..‘..,..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14884: Benzene, 1-ethyl-3,5-dimethyl-
119.0 8.20 8.40 8.60 8.80 9.00
m/z 77.15 17.18%
5000
134.0

27.0 39‘-0 510 650 77.0 91"0 1050 |
| | | | | mim | |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.20 8.40 8.60 8.80 9.00

8270-BG030419.M Mon Mar 25 04:35:00 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG031819\
Data File : BG039980.D

Aca On : 18 Mar 2019 21:54

Operator : JU/SJ

Sample : K1903-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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, 1,2,3,5,8,8a-h... Concentration Rank 13

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

8.77 9.20 ng 127977 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.5.8.8a-hexahv... 134 C10H14 062690-65-7 80
2 Benzene. (2-methvlpropvl)- 134 C10H14 000538-93-2 58
3 1.2.3.4.5.8-Hexahvdronaphthalene 134 C10H14 036231-13-7 53
4 Benzene. butvl- 134 C10H14 000104-51-8 49
5 Benzenepropanal 134 C9H100 000104-53-0 49

Abundance Scan 967 (8.768 min): BG039980.D (-960) (-) m/z 91.15 100.00%
91.2
5000 1052 4192 134.3
65.2
39.1 511 | 77|'2 8.40 8.60 880 9.00 9.20
RSP /Y PRI NSO PRSI MO NN T m/z 105.15 50.58%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14904: Naphthalene, 1,2,3,5,8,8a-hexahydro-
91.0

134.0

5000
79.0 105.0 119.0 8.40 8.60 8.80 9.00 9.20

m/ 92.15 45 .13%
7o Lo o) Z |
|I|I - ||!|.|.'. |I| . | T

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

41.0
|.||I|
TTH T

Abundance #14850: Benzene, (2-methylpropyl)-
91.0
8.40 860 8.80 9.00 9.20
5000 m/z 119.15 43.61%
65.0 134.0
150 270 %9 510 | 770 | 10301150
R R A A an s aa o o o e e R RR R ERE R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14898: 1,2,3,4,5,8-Hexahydronaphthalene
91.0 8.40 8.60 8.80 9.00 9.20
m/z 134.25 39.76%
5000
134.0
105.0
270 39.0 510 65.0 0 ‘ 119.0
..ﬁﬁqpnﬂp.ﬂﬁ.”ﬂn”,ﬂu,”i“””,h.wm.wnbh.”wwuw.. SDESENED B WY S NN -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 840 860 8.80 9.00 9.20

8270-BG030419.M Mon Mar 25 04:35:01 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG031819\
Data File : BG039980.D

Aca On : 18 Mar 2019 21:54

Operator : JU/SJ

Sample : K1903-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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, 1,2,3,4-tetramethyl- Concentration Rank 10

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

9.77 16.15 ng 414831 Naphthalene-d8 10.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 96
2 o-Cvmene 134 C10H14 000527-84-4 95
3 1.3-Cvclopentadiene. 1.2.3.4-tet... 134 C10H14 076089-59-3 95
4 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 95
5 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 94

Abundance Scan 1138 (9.773 min): BG039980.D (-1126) (-) m/z 119.15 100.00%
119.2
5000 134.3
91.1
391 511 652 772 105.2 148.3 9.40 9.60 9.80 10.00
e e et et el e | m/z 134.25  46.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14869: Benzene, 1,2,3,4-tetramethyl-
118.0
134.0 A
5000 AR U SR

9.40 9.60 9.80 10.00
m/z 91.10 19.52%

91.0
41.0 77.0
150 27.0 53.0 650 770 "7 1050

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

Abundance #14812: o-Cymene
119.0
9.40 9.60 9.80 10.00
5000 m/z 133.25 9.72%
134.0
91.0
150 27.0 410 530 680 770 | 1030 | |
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
Abundance #14939: 1,3-Cyclopentadiene, 1,2,3,4-tetramethyl-5-methylene-
119.0 9.40 9.60 9.80 10.00
m/z 117.15 9.23%
5000 134.0
41.0 910
210 % @omoTP ‘ 1050 |
| | ! ! | !
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 9.40 9.60 9.80 10.00

8270-BG030419.M Mon Mar 25 04:35:01 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG031819\
Data File : BG039980.D

Aca On : 18 Mar 2019 21:54

Operator : JU/SJ

Sample : K1903-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.20 14.07 ng 361285 Naphthalene-d8 10.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 96
2 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 94
3 1H-Indene. 2.3-dihvdro-4-methvl- 132 C10H12 000824-22-6 93
4 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 91
5 Benzene, l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 91
Abundance Scan 1211 (10.202 min): BG039980.D (-1204) (-) m/z 117.15 100.00%
11y.2
5000 1323
91.2
39.1 511 652 77.2 1032 || | 9.80 10.00 10.20 10.40 10.60
S MBS O T S Moot B | - m/z 132.25 35.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
132.0
5000
91.0 9.80 10.00 10.20 10.40 10.60

o 30 510 650 770 m/z 115.15  27.54%

105.0 |
..&%%.JWH.L””Imnumuphhpnﬁ:”thw“.h”m,””,“”P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14076: 1H-Indene, 2,3-dihydro-5-methy!-
117.0
9.80 10.00 10.20 10.40 10.60
5000 132.0 m/z 131.15 19.29%
27.0 390 51.0 650 770 910 ‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14077: 1H-Indene, 2,3-dihydro-4-methyl-
117.0 9.80 10.00 10.20 10.40 10.60
m/z 91.15 15.05%
39.0 51.0 91.0
27.0 65.0 77.0 ‘
..,....,...‘.,....‘,....i‘a‘...,a‘l..,...‘a,....,‘...?ﬁ%ﬁ,..‘“,...‘l‘,.‘...,....,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 9.80 10.00 10.20 10.40 10.60

8270-BG030419.M Mon Mar 25 04:35:02 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG031819\
Data File : BG039980.D

Aca On : 18 Mar 2019 21:54

Operator : JU/SJ

Sample : K1903-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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 1-Phenyl-1-butene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.34 19.02 ng 488509 Naphthalene-d8 10.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 92
2 1-Phenvl-1-butene 132 C10H12 000824-90-8 91
3 Benzene. 1l-methvl-2-(2-propenvl)- 132 C10H12 001587-04-8 87
4 Benzene. (l1-methvl-1-propenvl)-.... 132 C10H12 000768-00-3 87
5 1H-Indene, 2,3-dihydro-2-methyl- 132 C10H12 000824-63-5 87
Abundance Scan 1235 (10.343 min): BG039980.D (-1223) (-) m/z 117.15 100.00%
117.2
5000
132.3
1.1 A REEE SRS R s e e
39.1 11 631 771 103.2 145.2 10.00 10.20 10.40 10.60
: m/z 132.25 34.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
132.0
5000
91.0 10.00 10.20 10.40 10.60
/z 115.15 32.53%
39.0 51.0 650 77.0 m
27.0 105.0
..&%%.Jq”.Lnnlmnﬁm”Phkpnﬁh.thluhpuhpnq.”q”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14034: 1-Phenyl-1-butene
117.0
10.00 10.20 10.40 10.60
5000 132.0 m/z 119.25 27 .75%
91.0
70 8050 0710 | o || |
. I Iy | N T w
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14091: Benzene, 1-methyl-2-(2-propenyl)-
117.0 10.00 10.20 10.40 10.60
m/z 91.10 19.76%
132.0
5000
91.0
momosto oTo | W | )
- | 1] m NN m ulll
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 10.00 10.20 10.40 10.60

8270-BG030419.M Mon Mar 25 04:35:02 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG031819\
Data File : BG039980.D

Aca On : 18 Mar 2019 21:54

Operator : JU/SJ

Sample : K1903-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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 1-Methylindan-2-one Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.83 14.98 ng 384764 Naphthalene-d8 10.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Methvlindan-2-one 146 C10H100 035587-60-1 96
2 1H-Inden-1-one. 2.3-dihvdro-2-me... 146 C10H100 017496-14-9 91
3 1H-Inden-1-one. 2.3-dihvdro-3-me... 146 C10H100 006072-57-7 87
4 Benzene. (1-methvl-1-butenvl)- 146 C11H14 053172-84-2 64
5 1-Decen-3-one, 5-hydroxy-4-penty... 316 C21H3202 1000115-33-2 59
Abundance Scan 1658 (12.827 min): BG039980.D (-1649) (-) m/z 131.15 100.00%
13f.2
146.2
5000
103.2
511 771 117.2
381 9012 12.60 12.80 13.00 13.20
MMMM', bl sser m/z 146.15  70.88%
m/z--> 20 40 60 80 100 120 140 160
Abundance #21535: 1-Methylindan-2-one
131.0
146.0
5000 T e
103.0,,5 4 12.60 12.80 13.00 13.20
51.0 77.0 ' m/z 103.15 39.29%
26.0 64.0 90,0 ‘
m/z--> 20 40 60 80 100 120 140 160
Abundance #21579: 1H-Inden-1-one, 2,3-dihydro-2-methyl-
131.0
1460 T ra e
5000 m/z 117.15 33.12%
10301110
39.0 77.0
63.0
S T oo Ml | T
m/z--> 20 40 60 80 100 120 140 160
Abundance #21578: 1H-Inden-1-one, 2,3-dihydro-3-methyl-
131.0 12.60 12.80 13.00 13.20
146.0 m/z 77.10 28.71%
5000 51.0 77.0 115.0
o 270 ‘ ‘ 91.0 ‘
Y W O PO Al dy H‘ al -“---.----
m/z--> 20 40 60 80 100 120 140 160 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG031819\
Data File : BG039980.D

Aca On : 18 Mar 2019 21:54

Operator : JU/SJ

Sample : K1903-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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 2,5-Dimethylphenylacetic acid Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
13.98 5.91 ng 163227 Acenaphthene-d10 14.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.5-Dimethvilphenvlacetic acid 164 C10H1202 1000342-65-5 74
2 Ethvl o-methvlbenzoate 164 C10H1202 000087-24-1 52
3 Ethvl m-methvlbenzoate 164 C10H1202 000120-33-2 50
4 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 43
5 2,5-Dimethylbenzyl chloride 154 C9H11ClI 000824-45-3 38

Abundance Scan 1854 (13.979 min): BG039980.D (-1847) (-) m/z 119.15 100.00%
119.2
5000 91.2 164.2 M
S 105.2 149.2 SO VAV ST
39.1 63.1 ' 1332 13.60 13.80 14.00 14.20
: m/z 164.15 48.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #33337: 2,5-Dimethylphenylacetic acid
119.0
5000 AR U SRR B
610 164.0 13.60 13.80 14.00 14.20
U 105.0 )
390 o 270 m/z 91.15 41.42%
26,0 : 133.0146.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #33278: Ethyl o-methylbenzoate
119.0
13.60 13.80 14.00 14.20
5000 91.0 164.0 m/z 105.15  26.50%
135.0
65.0
26,0 390 520 | 780 || 1050 || 1490 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #33290: Ethyl m-methylbenzoate A EAmammE RS
119.0 13.60 13.80 14.00 14.20
m/z 149.15 21.13%
5000 91.0
136.0 164.0
65.0
26.0 390 520 | 78.0 ‘1%0 \ 149.0
m/z--> 10 20 30 4'0 50 6|0 70 80 90 100 110 120 130 14'10 1&1;0 160 17'0 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG031819\
Data File : BG039980.D

Aca On : 18 Mar 2019 21:54

Operator : JU/SJ

Sample : K1903-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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 18 Benzoic acid, 2,4,5-trimethyl- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
14._.41 6.59 ng 182041 Acenaphthene-d10 14.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. 2.4.5-trimethvl- 164 C10H1202 000528-90-5 86
2 Benzoic acid. 2.4.6-trimethvl- 164 C10H1202 000480-63-7 49
3 2.5-Dimethviphenvlacetic acid 164 C10H1202 1000342-65-5 45
4 3.5-Dimethviphenvlacetic acid 164 C10H1202 042288-46-0 38
5 BH-1-Pyrindine, 6,7-dihydro- 119 C8HOSN 000533-37-9 30

Abundance Scan 1927 (14.408 min): BG039980.D (-1921) (-) m/z 164.15 100.00%
1182 1462 1642
5000 91.2
51.1
7500 205.2 14.00 14.20 14.40 14.60 14.80
: m/z 118.15 83.12%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33358: Benzoic acid, 2,4,5-trimethyl-
119.0 164.0
146.0
5000
39.0 91.0 14.00 14.20 14.40 14.60 14.80
63.0 m/z 146.15 81.39%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #33356: Benzoic acid, 2,4,6-trimethyl-
146.0 164.0
14.00 14.20 14.40 14.60 14.80
5000 119.0 m/z 119.15 80.25%
1.0
...,2.7‘.(?.‘,‘.5.1‘..‘(.)‘,‘.‘.7:.3.‘,..‘..,‘l‘..‘.‘, SRS |‘-‘---|----|---
m/z--> 20 40 100 120 140 160 180 200
Abundance #33337. 2,5 Dimethylphenylacetic acid I LRE e e e s
119.0 14.00 14.20 14.40 14.60 14.80
m/z 91.15 44 .72%
5000 164.0
91.0
39.0
65.0
|1|5|.0||||||||||||||||||||||||||||||::-4|.6|9||||||||||||||| N
m/z--> 20 40 60 80 100 120 140 160 180 200 mmmmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG031819\
Data File : BG039980.D

Aca On : 18 Mar 2019 21:54

Operator : JU/SJ

Sample : K1903-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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 14
R.T. EstConc Area Relative to ISTD R.T.
18.37 7.78 ng 221914 Phenanthrene-d10 17.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 58
5 Undecanoic acid 186 C11H2202 000112-37-8 53
Abundance Scan 2602 (18.373 min): BG039980.D (-2598) (-) m/z 43.15 100.00%
431 | 732
5000 WNLAA
129.2
97.2 213.3 U RS SRR BN
157.2 185.2 3 2256-3 18.00 18.20 18.40 18.60
> m/z 60.15 93.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
6d.0
5000 129.0 RSB ARSA AR

18 00 18 20 18. 40 18.60

83.0 0
1570 1g50 2130 256.0 m/z 73.15 87.63%
4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid
430 | 730
B AR R I o
18.00 18.20 18.40 18.60
5000 129.0 m/z 55.15 80.05%
i “ ‘ MWLW\MM
e AERRRRN:
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95854: Pentadecanoic acid R ERRREREEE L
43.0 73.0 18.00 18.20 18.40 18.60
m/z 57.20 79.46%
5000
129.0 242.0
97.0 199.0
Ii 52 0171.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18 00 18 20 18. 40 18 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG031819\
Data File : BG039980.D

Aca On : 18 Mar 2019 21:54

Operator : JU/SJ

Sample : K1903-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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 Octadecanoic acid Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
19.64 4.87 ng 138753 Phenanthrene-d10 17.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 95
2 Tetradecanoic acid 228 C14H2802 000544-63-8 62
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 58
4 n-Decanoic acid 172 C10H2002 000334-48-5 53
5 Pentadecanoic acid 242 C15H3002 001002-84-2 52

Abundance Scan 2818 (19.642 min): BG039980.D (-2814) (-) m/z 57.15 100.00%

517.1

5000

241.3 284.4 R e R o AR
19.40 19.60 19.80 20.00

m/z 43.15 98 .09%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131260: Octadecanoic acid
43.0 730
5000 LA L L L L LB
129.0 284.0 19.40 19.60 19.80 20.00
m/z 60.15 89.47Y%
97.0 185.0 241.0 b
157.0 213.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84452: Tetradecanoic acid
73.0
43.0 REE R RS s e
19.40 19.60 19.80 20.00
5000 129.0 m/z 55.15 82.94%
15.0 LM
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid s EREEsEEEE
60.0 19.40 19.60 19.80 20.00
m/z 73.15 81.25%
5000 129.0
83.0
157.0 185.0 213.0 256.0
R e R o AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19.40 19.60 19.80 20.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG031819\
Data File : BG039980.D

Acq On : 18 Mar 2019 21:54

Operator : JU/SJ

Sample - K1903-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_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]
Butane, 2-methoxy... 3.27 49.0 ng 682241 1 8.15 278173 20.0
Cyclohexene, 1-me... 4_.33 5.7 ng 79255 1 8.15 278173 20.0
Cyclopentene, 1,2... 4.79 6.1 ng 85185 1 8.15 278173 20.0
Benzene, (1-methy... 6.61 16.2 ng 224765 1 8.15 278173 20.0
N-Benzyl-2-phenet. .. 7.11 28.2 ng 392046 1 8.15 278173 20.0
Benzene, l-ethyl-_.. 7.52 5.2 ng 72117 1 8.15 278173 20.0
unknown7 .67 7.67 91.4 ng 1270800 1 8.15 278173 20.0
Indane 8.52 89.7 ng 1247260 1 8.15 278173 20.0
Benzene, 1,3-diet... 8.62 18.5 ng 256978 1 8.15 278173 20.0
Naphthalene, 1,2,... 8.77 9.2 ng 127977 1 8.15 278173 20.0
Benzene, 1,2,3,4-_.. 9.77 16.1 ng 414831 2 10.97 513615 20.0
Benzene, 2-etheny... 10.20 14.1 ng 361285 2 10.97 513615 20.0
1-Phenyl-1-butene 10.34 19.0 ng 488509 2 10.97 513615 20.0
1-Methylindan-2-one 12.83 15.0 ng 384764 2 10.97 513615 20.0
2,5-Dimethylpheny... 13.98 5.9 ng 163227 3 14.77 552573 20.0
Benzoic acid, 2,4... 14.41 6.6 ng 182041 3 14.77 552573 20.0
n-Hexadecanoic acid 18.37 7.8 ng 221914 4 17.52 570195 20.0
Octadecanoic acid 19.64 4.9 ng 138753 4 17.52 570195 20.0
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