LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG122217\

Data File : BG031722.D

Acq On = 22 Dec 2017 21:55 Instrument :
Operator : SJ/JU BNA_G
Sample - 17004-01 ClientSampleld :
Misc - PR-MW-02-121817
ALS Vial : 10 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_G\METHODS\8270-BG122117 .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 height area % max. total
1 3.446 21 27 39 rBv 88482 196424  4.32% 0.839%
2 6.237 496 502 512 rVB 275915 483898 10.64% 2.067%
3 7.236 662 672 680 rBY 229421 399244 8.78% 1.705%
4 7.753 753 760 767 rBV 82159 139498 3.07% 0.596%
5 7.917 780 788 798 rBvV 174291 326459 7.18% 1.394%
6 8.334 844 859 867 rBV 585990 1089490 23.95%  4.654%
7 8.822 935 942 953 rVB 142658 268237 5.90% 1.146%
8 8.939 953 962 968 rBvY 132171 233261 5.13% 0.996%
9 9.016 968 975 981 rVvB3 24703 51075 1.12% 0.218%
10 9.163 990 1000 1005 rBV 618924 1192022 26.20% 5.092%
11 9.216 1005 1009 1017 rVB 176529 314495 6.91% 1.343%
12 9.321 1019 1027 1034 rBvV2 42435 73856 1.62% 0.315%
13 9.480 1049 1054 1060 rBvV2 30033 55941 1.23% 0.239%

14 9.962 1129 1136 1141 rBvV4 88132 187497 4.12% 0.801%
15 10.026 1141 1147 1162 rVB2 432035 1010387 22.21% 4_.316%

16 10.308 1186 1195 1206 rBvV4 18949 58633 1.29% 0.250%
17 10.491 1221 1226 1233 rVB 54394 98800 2.17% 0.422%
18 10.872 1284 1291 1296 rBV5 24245 51522 1.13% 0.220%

19 10.937 1296 1302 1312 rVB 57348 124734 2.74% 0.533%
20 11.090 1320 1328 1336 rBV 280702 523124 11.50% 2.235%

21 11.713 1420 1434 1441 rBV 204796 487148 10.71% 2.081%

22 11.813 1446 1451 1458 rVB3 41651 80682 1.77% 0.345%
23 12.059 1486 1493 1501 rVB5 20591 48386 1.06% 0.207%
24 12.165 1506 1511 1519 rVB2 37063 64030 1.41% 0.274%
25 12.283 1522 1531 1536 rBV3 31518 72859 1.60% 0.311%
26 12.594 1576 1584 1594 rVB 30588 59892 1.32% 0.256%
27 12.776 1610 1615 1620 rBV2 29313 50727 1.12% 0.217%

28 12.864 1624 1630 1636 rVVv2 72447 122774 2.70% 0.524%
29 13.205 1679 1688 1695 rVB2 69077 113596 2.50% 0.485%
30 13.323 1703 1708 1713 rVB 112190 180175 3.96% 0.770%

31 13.534 1736 1744 1752 rBV 222479 420981 9.25% 1.798%
32 14.086 1830 1838 1845 rBV 1701592 2772181 60.94% 11.841%
33 14.404 1878 1892 1897 rBV6 18301 48121 1.06% 0.206%
34 14.492 1904 1907 1918 rVB2 30431 73924 1.63% 0.316%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG122217\

Data File : BG031722.D

Acq On = 22 Dec 2017 21:55 Instrument :
Operator : SJ/JU BNA_G

Sample - 17004-01 ClientSampleld :
Misc - PR-MW-02-121817
ALS Vial : 10 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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
Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG122117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.639 1918 1932 1940 rBV5 71558 241241 5.30% 1.030%

36 14.774 1948 1955 1960 rBV 96841 184996 4_.07% 0.790%
37 14.833 1960 1965 1971 rVB4 53359 102572 2.25% 0.438%
38 15.015 1991 1996 1999 rBV3 41249 72749 1.60% 0.311%
39 15.455 2066 2071 2079 rVB2 380740 625695 13.75% 2.673%
40 15.590 2089 2094 2098 rBV2 88768 147882 3.25% 0.632%

41 15.902 2143 2147 2157 rVB3 22730 55919 1.23% 0.239%
42 16.043 2164 2171 2177 rVB9 27005 72090 1.58% 0.308%
43 16.266 2205 2209 2212 rVV5 47276 90960 2.00% 0.389%

44 16.301 2212 2215 2227 rVB3 63369 130680 2.87% 0.558%
45 16.930 2315 2322 2330 rVB 1466933 2340397 51.45% 9.997%

46 17.142 2354 2358 2366 rVB 30166 55405 1.22% 0.237%
47 18.193 2530 2537 2549 rVB 542975 865841 19.03% 3.698%
48 19.010 2669 2676 2685 rBV2 56128 91427 2.01% 0.391%

49 20.250 2882 2887 2897 rBV2 72412 112034 2.46% 0.479%
50 20.726 2962 2968 2976 rVB 3380543 4548995 100.00% 19.431%

51 22.106 3197 3203 3210 rBv4 24382 45820 1.01% 0.196%
52 22.553 3271 3279 3289 rVB 547555 1057709 23.25% 4.518%
53 26.337 3910 3923 3940 rVB2 329692 1094481 24.06% 4_.675%

Sum of corrected areas: 23410966
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BG122217\

Data File : BG031722.D

Acq On = 22 Dec 2017 21:55

Operator : SJ/JU

ﬁ?ggle i 17004-01 PR-MW-02-121817
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG122117 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG031722.D

3000000

2500000

2000000

1500000

1000000

8.33 9.16

500000

3.45

A

o\ A A A A A n Ay A N . P
Time--> 3.50 4.00 450 5.00 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG031722.D

20.73
3000000

2500000

2000000
14.09

1500000 16.93

1000000

18.19 22.55
500000 15.46

1353
142 le. o1 f15.5951609380 17.14 19.01 20.25 2911

o
I

Time--> 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: BG031722.D

3000000
2500000
2000000
1500000
1000000

500000 26.34

e T R L i i, B B L L -

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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BG122217\

Data File : BG031722.D

Acq On = 22 Dec 2017 21:55

Operator : SJ/JU

ﬁ?ggle i 17004-01 PR-MW-02-121817
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG122117 .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 2 Benzene, (1-methylethyl)- Concentration Rank 3

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

7.24 29.77 ng 399244 1,4-Dichlorobenzene-d4 8.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 91
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 86
3 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 80
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 80
5 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 72

Abundance Scan 673 (7.241 min): BG031722.D (-662) (&)) m/z 105.10 100.00%
105
5000
120
77 o L T
39 51 65 91 7.00 7.20 7.40 7.60
O 28 22l 84 AT W18 L Tm/z 120.10  27.06%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9416: Benzene, (1-methylethyl)-
105
5000 R RN L IR
120 7.00 7.20 7.40 7.60
77 m/z 77.00 14 .01%
ol s 2 3 " eges o
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105
7.00 7.0 7.40 7.60
5000 120 m/z 79.00 12.77%
2z ¥ = 63 A
0 70 84 98 113
IR SRR IR UL I SV UL UL IR S B SRR I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9428: Benzene, 1-ethyl-3-methyl- e
105 7.00 7.20 7.40 7.60
m/z 103.10 11.03%
5000
0 R RN L IR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BG122217\

Data File : BG031722.D

Acq On = 22 Dec 2017 21:55

Operator : SJ/JU

ﬁ?ggle i 17004-01 PR-MW-02-121817
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG122117 .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 3 Benzene, propyl- Concentration Rank 10

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

7.75 10.40 ng 139498 1,4-Dichlorobenzene-d4 8.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, propyl- 120 C9H12 000103-65-1 90
2 1,2-Ethanediamine, N-(phenylmeth._.. 150 C9H14N2 004152-09-4 72
3 Phenethylamine, N-benzyl-p-chloro- 245 C15H16CIN 013622-43-0 72
4 Benzene, (ethenyloxy)- 120 C8H80 000766-94-9 64
5 1,2-Ethanediamine, N,N"-bis(phen... 240 C16H20N2 000140-28-3 64

Abundance Scan 760 (7.753 min): BG031722.D (-753) (-) m/z 91.10 100.00%
g1
5000
120 .
65 rryrTTTrrTTT T T T T T T T T
30 51 7 78 105 7.40 7.60 7.80 8.00
0“v“WH“v“W““P“W““P“M““J“W““P“W““'HWH“P“W““P m/z 120.10 27.19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #9406: Benzene, propyl-
91
5000 A AL R |""|"'{}'
7.40 7.60 7.80 8.00
120 m/z 65.00 11.79%
ol 15 27 39 51 6§ 8 | 105
miz> 15 % 30 4 % 80 7 8 90 100 110 130 130 140 150 160 170
Abundance
91
7.40 7.60 7.80 8.00
5000 120 m/z 92.10 10.35%
30 65
ol 15 39 51 77 106 133 150
A RN AR NAAAS AR Kb EARN ALY RS RS LARAN UARAN UAANUARAN KRN LR LARA LN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #98185: Phenethylamine, N-benzyl-p-chloro- R e
o1 7.40 7.60 7.80 8.00
m/z 78.00 5.78%
120
5000
o 28 41 51 6 77 | 103 139 164 .
miz-> 10 2 3 40 50 80 70 80 80 100 110 120 130 140 15 160 170 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BG122217\

Data File : BG031722.D

Acq On = 22 Dec 2017 21:55

Operator : SJ/JU

ﬁ?ggle i 17004-01 PR-MW-02-121817
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG122117 .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 4 unknown8.33 Concentration Rank 2

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

8.33 81.23 ng 1089490 1,4-Dichlorobenzene-d4 8.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 35
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 (5-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 858 (8.328 min): BG031722.D (-844) (-) m/z 132.00 100.00%
132
5000
68
96 USRS SRR SRR
40 54 28 06 8.00 820 8.40 8.60
o} o m/z 134.00 33.02%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 USRS SRR AR
a1 o7 8.00 820 8.40 8.60
53 - 117 m/z 68.10 31.33%
0 ...|....“i“..“.“.l“.“l‘.‘.“l‘ ..l:I.-O.7. .“luuHuluuuuluuuuluuuu
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 800 820 840 8.60
5000 gg 116 m/z 66.00 20.52%
158 189
R S B S S UL W BRI
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole A e e
132 8.00 820 8.40 8.60
m/z 96.00 14 .92%
5000
104
ol 14 27 39 1 77 g | us ‘
m/z--> 20 40 60 80 100 120 140 160 180 800 820 840 860
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BG122217\

Data File : BG031722.D

Acq On = 22 Dec 2017 21:55

Operator : SJ/JU

ﬁ?ggle i 17004-01 PR-MW-02-121817
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG122117 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 Benzene, 1,2,3-trimethyl- Concentration Rank 6

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

8.94 17.39 ng 233261 1,4-Dichlorobenzene-d4 8.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
2 Mesitylene 120 C9H12 000108-67-8 94
3 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91

Abundance Scan 962 (8.939 min): BG031722.D (-953) (-) m/z 105.10 100.00%
105
5000 120
R R e
77 91 8.60 8.80 9.00 9.20
39 51 65
) N T AN 1.0 RO 1/ [N | R m/z 120.10  43.65%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120
5000 USSR SR SR SRR
8.60 8.80 9.00 9.20
77 m/z 91.10 10.86%
0 15 27 3\9\ o1 s8 6? L1 \ 97 || !
mz-> 10 % 30 4 50 65 70 8 90 100 110 130
Abundance
105
120
8.60 8.80 9.00 9.20
5000 m/z 77.00 10.26%
o 15 27 39 515565 | 9gg
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9424: Benzene, 1-ethyl-4-methyl-
105 8.60 8.80 9.00 9.20

m/z 119.10 9.30%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BG122217\

Data File : BG031722.D

Acq On = 22 Dec 2017 21:55

Operator : SJ/JU

ﬁ?ggle i 17004-01 PR-MW-02-121817
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG122117 .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 7 Indane Concentration Rank 4

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

9.22 23.45 ng 314495 1,4-Dichlorobenzene-d4 8.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 87
2 Benzene, 1-propenyl- 118 C9H10 000637-50-3 80
3 Benzene, cyclopropyl- 118 C9H10 000873-49-4 80
4 Deltacyclene 118 C9H10 007785-10-6 72
5 Tetracyclo[3.3.1.0(2,8).0(4,6)]----. 118 C9H10 1000191-13-7 72

Abundance Scan 1010 (9.221 min): BG031722.D (-1005) (-) m/z 117.10 100.00%
147
5000 A/\
VAN
oL 880 9.00 9.20 9.40 9.60
39 51 63 : : : : :
O S n A 83 | 108 L Tn/z 118.10  56.01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8951: Indane
117
5000 A UL UL UL
8.80 9.00 9.20 9.40 9.60
m/z 115.00 24 .32%
ol 15 27 39 51 6 77 ‘\ 103119 |
iz b 20 % 4 6 70 8 % 100 110 1% 130
Abundance
117
880 9.00 9.20 9.40 9.60
5000 m/z 91.10 15.31%
91
) by 9 Blssgs 7g o 103 .5
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8964: Benzene, cyclopropyl-
117 8.80 9.00 9.20 9.40 9.60
m/z 89.00 6.24%
5000
91
39 51 65 77 ‘ 103 ‘
0'w'“'|“??w'““'“'ﬂ'?ﬁ”“'l“'ww"ﬁ'“'l“"V'LH'“'V
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BG122217\

Data File : BG031722.D

Acq On = 22 Dec 2017 21:55

Operator : SJ/JU

ﬁ?ggle i 17004-01 PR-MW-02-121817
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG122117 .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 8 Benzene, 1l-ethyl-2,4-dimethyl- Concentration Rank 9

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

9.96 13.98 ng 187497 1,4-Dichlorobenzene-d4 8.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 70
2 p-Cymene 134 C10H14 000099-87-6 70
3 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 70
4 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 70
5 o-Cymene 134 C10H14 000527-84-4 70

Abundance Scan 1136 (9.962 min): BG031722.D (-1129) (- m/z 119.05 100.00%
119
5000
91 134
39 651 65 77 105 | 127] 9.60 9.80 10.00 10.20
0.w.”.P”.P.”m.”ﬂ””,mhw”Jﬁm.q:”wﬂiq.J!L”:ﬁsnp. m/z 117.10 44 _37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14881: Benzene, 1-ethyl-2,4-dimethyl-
119
5000 SRRV SRR
9.60 9.80 10.00 10.20
., 3 134 m/z 134.10  28.28%
oL 15 28 39 Sleg® | | g% ] 157
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119
9.60 9.80 10.00 10.20
5000 m/z 91.10 25.19%
91
134
s 39 51565 77 103
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14879: Benzene, 2-ethyl-1,3-dimethyl-
119 9.60 9.80 10.00 10.20
m/z 115.00 18.73%
5000
91 134
65 !/ 105
ol 15 2 P Sls P |, “ L ‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BG122217\

Data File : BG031722.D

Acq On = 22 Dec 2017 21:55

Operator : SJ/JU

ﬁ?ggle i 17004-01 PR-MW-02-121817
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG122117 .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 9 Benzene, 1l-methyl-4-(2-prop... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.09 21.48 ng 523124 Naphthalene-d8 11.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1l-methyl-4-(2-propenyl)- 132 C10H12 003333-13-9 64
2 p-Cymene 134 C10H14 000099-87-6 50
3 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 50
4 o-Cymene 134 C10H14 000527-84-4 50
5 Benzene, l-ethenyl-3-ethyl- 132 C10H12 007525-62-4 50
Abundance Scan 1328 (11.090 min): BG031722.D (-1320) (-) m/z 119.10 100.00%
119
5000 134
91
39 51 65 77 103 | 12 | 10.80 11.00 11.20 11.40
Obrererrerererrrresrerefirererr e el 248 Tmzz 117.10  75.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14090: Benzene, 1-methyl-4-(2-propenyl)-
117
132
5000
91 10.80 11.00 11.20 11.40
39 51 65 77 105 m/z 134.10 39.85%
s 27 Ll O
0“|““v'“v“‘w“ﬂw“w”'w”“M““H““HH“V“'P““”“W“'WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
119
110,80 11.00 11.20 1140
5000 m/z 115.10 27 .91%
o1 134
o 27 41 51 65 77 103
B AR AN RN RS RS RARRS KRR RARS RARS BARAS LRSS LRLAS LA ALY BA
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- R RARESREEAS ma
119 10.80 11.00 11.20 11.40
m/z 132.10 26.17%
134
5000
91
15 27 \4\1 5\1 95 7\? ‘ ]qu L] [l
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 110,80 11.00 11.20 1140
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BG122217\

Data File : BG031722.D

Acq On = 22 Dec 2017 21:55

Operator : SJ/JU

ﬁ?ggle i 17004-01 PR-MW-02-121817
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG122117 .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 10 Naphthalene, 1-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.53 17.28 ng 420981 Naphthalene-d8 11.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 96
2 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 96
3 Benzocycloheptatriene 142 C11H10 000264-09-5 91
4 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 91
5 1H-Indene, l-ethylidene- 142 C11H10 002471-83-2 91
Abundance Scan 1743 (13.528 min): BG031722.D (-1736) (-) m/z 142.10 100.00%
142
5000
115
63 71 a9 13.20 13.40 13.60 13.80
Obr e oS i 22318L L2501 777 141,10 94.13%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19232: Naphthalene, 1-methyl-
142
5000 115 13.20 13.40 13.60 13.80
m/z 115.00 33.26%
oL 27 30 581 0 7lzg 8 40 126 ||
mz> 20 3 40 50 80 70 80 90 100 110 130 130 140 1%
Abundance
142
13.20 13.40 13.60 13.80
5000 m/z 139.10 11.50%
115
oL 27 30 51 0 7lz 8 40 126
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19231: Benzocycloheptatriene R
141 13.20 13.40 13.60 13.80
115 m/z 143.05 10.44%
5000
63 89
0 1y il 102 in ‘ 128 ‘
m/z--> 20 30 40 50 eb fo 80 90 160 110 120 130 1&0 150 13.20 13.40 13.60 13.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BG122217\

Data File : BG031722.D

Acq On = 22 Dec 2017 21:55

Operator : SJ/JU

3?22'6 i 17004-01 PR-MW-02-121817
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG122117 .M
Quant Title : 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]
Benzene, (1-methy... 7.24 29.8 ng 399244 1 8.82 268237 20.0
Benzene, propyl- 7.75 10.4 ng 139498 1 8.82 268237 20.0
unknown8.33 8.33 81.2 ng 1089490 1 8.82 268237 20.0
Benzene, 1,2,3-tr... 8.94 17.4 ng 233261 1 8.82 268237 20.0
Indane 9.22 23.4 ng 314495 1 8.82 268237 20.0
Benzene, 1-ethyl-.._. 9.96 14.0 ng 187497 1 8.82 268237 20.0
Benzene, 1-methyl... 11.09 21.5 ng 523124 2 11.71 487148 20.0

2

Naphthalene, 1-me... 13.53 17.3 ng 420981 11.71 487148 20.0
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