LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG011618\
Data File : BG032076.D

Acq On : 16 Jan 2018 19:15

Operator : SJ/JU

Sample - J1149-01

Misc :

ALS Vial : 8 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-BG011218_.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 3.412 15 21 31 rBvV2 36681 92887 1.78% 0.309%
2 3.506 32 37 45 rvB2 41974 71035 1.36% 0.236%
3 6.197 488 495 503 rBVY 396077 699214 13.42% 2.325%
4 6.273 503 508 518 rVvB 34966 80024 1.54% 0.266%
5 6.725 580 585 594 rvB 54821 89473 1.72% 0.297%

7.806 763 769 773 rBV 46404 75963 1.46% 0.253%

7.871 773 780 788 rvVv 263468 486989 9.35% 1.619%
858 rBvY 805708 1485143 28.50% 4_.937%
8.394 862 869 876 rvVB 116322 199539 3.83% 0.663%

QO ~NO®
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N
=
(oe}
N
©

1 8.770 925 933 945 rvv 166969 360262 6.91% 1.198%
11 8.882 945 952 960 rvVvB2 53254 97704 1.88% 0.325%
12 9.105 981 990 996 rBV 843842 1586002 30.44% 5.273%
13 9.152 996 998 1004 rvB2 36567 55419 1.06% 0.184%
14 9.410 1036 1042 1049 rBV3 49139 93813 1.80% 0.312%
15 9.734 1089 1097 1102 rBV2 31132 54006 1.04% 0.180%

16 9.892 1116 1124 1129 rBV2 59945 116620 2.24% 0.388%
17 9.969 1129 1137 1155 rVB 570170 1197213 22.98% 3.980%

18 10.433 1210 1216 1221 rBV 42801 72291 1.39% 0.240%
19 10.492 1221 1226 1232 rVB 53709 93792 1.80% 0.312%
20 10.809 1272 1280 1286 rBV3 25052 53394 1.02% 0.178%

21 10.868 1286 1290 1300 rVB 66630 119490 2.29% 0.397%
22 11.020 1309 1316 1322 rBV 159509 302693 5.81% 1.006%
23 11.267 1352 1358 1364 rBV 106834 197699 3.79% 0.657%
24 11.614 1407 1417 1418 rBV3 46257 90040 1.73% 0.299%
25 11.649 1418 1423 1428 rVV 230420 463051 8.89% 1.539%

26 11.696 1428 1431 1436 rVV3 79296 135652 2.60% 0.451%

27 11.749 1436 1440 1448 rVB 53796 94645 1.82% 0.315%
28 12.107 1494 1501 1509 rBV2 70306 180097 3.46% 0.599%
29 12.184 1509 1514 1517 rVvV 56885 96595 1.85% 0.321%
30 12.219 1517 1520 1527 rVVv4 48844 83476 1.60% 0.278%
31 12.289 1527 1532 1540 rVV 47598 94840 1.82% 0.315%
32 12.530 1565 1573 1581 rBV2 72023 139115 2.67% 0.462%
33 12.718 1599 1605 1610 rBV2 59465 96405 1.85% 0.321%

34 12.801 1613 1619 1629 rVV 232109 400459 7.69% 1.331%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG011618\
Data File : BG032076.D

Acq On : 16 Jan 2018 19:15

Operator : SJ/JU

Sample - J1149-01

Misc :

ALS Vial : 8 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-BG011218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.983 1645 1650 1658 rBv4 67086 137405 2.64% 0.457%

36 13.147 1670 1678 1685 rVB 163496 290912 5.58% 0.967%
37 13.259 1692 1697 1705 rVB 179828 304579 5.85% 1.013%
38 13.482 1719 1735 1742 rBV4 182060 513837 9.86% 1.708%

39 13.570 1747 1750 1756 rVB2 38338 63088 1.21% 0.210%
40 13.752 1773 1781 1785 rBV4 44378 99619 1.91% 0.331%
41 13.958 1811 1816 1819 rVV 42569 556875 1.07% 0.186%
42 14.029 1820 1828 1837 rVB 2048032 3344279 64.18% 11.118%
43 14.181 1849 1854 1858 rBVY 38082 59469 1.14% 0.198%

44 14.234 1858 1863 1871 rVB2 48199 100324 1.93% 0.334%
45 14.340 1874 1881 1886 rBVY 112149 199155 3.82% 0.662%

46 14.393 1886 1890 1894 rBV3 39920 65695 1.26% 0.218%
47 14.557 1912 1918 1920 rBV4 83223 133640 2.56% 0.444%
48 14.716 1933 1945 1950 rBV2 146943 376810 7.23% 1.253%
49 14.769 1950 1954 1960 rVB4 112322 194895 3.74% 0.648%
50 14.892 1971 1975 1980 rVB5 49134 75457 1.45% 0.251%

51 14.951 1980 1985 1995 rVV5 80246 192871 3.70% 0.641%
52 15.121 2008 2014 2017 rVV3 29493 52231 1.00% 0.174%
53 15.239 2029 2034 2040 rBV3 63384 102979 1.98% 0.342%
54 15.351 2047 2053 2056 rBVZ2 77158 132996 2.55% 0.442%
55 15.398 2056 2061 2068 rVV2 386886 666932 12.80% 2.217%

56 15.586 2089 2093 2102 rVB4 38058 91360 1.75% 0.304%
57 15.774 2121 2125 2134 rVB5 46252 80077 1.54% 0.266%
58 15.850 2134 2138 2142 rBV 52460 69451 1.33% 0.231%

59 15.997 2156 2163 2168 rBV3 66493 157099 3.02% 0.522%
60 16.179 2189 2194 2199 rVB2 75486 108257 2.08% 0.360%

61 16.332 2216 2220 2226 rVB4 38940 60267 1.16% 0.200%
62 16.432 2231 2237 2241 rBV5 22012 57630 1.11% 0.192%
63 16.561 2255 2259 2268 rBV3 72430 167166 3.21% 0.556%
64 16.678 2276 2279 2284 rBV6 29249 57170 1.10% 0.190%

65 16.872 2305 2312 2320 rVB 1693883 2685895 51.55% 8.929%

66 17.031 2335 2339 2358 rVB5 93220 262407 5.04% 0.872%

67 17.483 2411 2416 2423 rBV5 47163 79847 1.53% 0.265%
68 17.689 2447 2451 2460 rVB5 47621 91885 1.76% 0.305%
69 17.824 2470 2474 2478 rVB 69423 83857 1.61% 0.279%

70 18.130 2520 2526 2531 rBV2 544269 850422 16.32% 2.827%
71 18.559 2595 2599 2605 rVB 72667 102326 1.96% 0.340%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG011618\
Data File : BG032076.D

Acq On : 16 Jan 2018 19:15

Operator : SJ/JU

Sample - J1149-01

Misc :

ALS Vial : 8 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-BG011218_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
72 18.946 2660 2665 2669 rBV2 197387 277755 5.33% 0.923%
73 19.228 2709 2713 2717 rVB2 60612 77133 1.48% 0.256%
74 19.839 2812 2817 2819 rBV2 79983 107172 2.06% 0.356%
75 19.863 2819 2821 2828 rVB6 52069 66066 1.27% 0.220%

76 20.180 2870 2875 2881 rBV2 212974 293288 5.63% 0.975%
77 20.315 2894 2898 2902 rVB 61534 74336 1.43% 0.247%
78 20.662 2951 2957 2967 rBV 3649840 5210377 100.00% 17.322%
79 22.466 3256 3264 3277 rBV 586227 1121307 21.52% 3.728%
80 26.185 3883 3897 3911 rBV2 337375 1128760 21.66% 3.753%

Sum of corrected areas: 30079398
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG011618\
Data File : BG032076.D

Acq On : 16 Jan 2018 19:15

Operator : SJ/JU

Sample - J1149-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG032076.D
3500000

3000000
2500000
2000000
1500000

1000000 808 9.10

A l :
VA A

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: BG032076.D

3500000

500000

20.66

3000000

2500000

14.03
2000000

16.87

1500000

1000000
18.13 22.47

500000

3356.48 117 03 18.95 20.18
53,73 qe4fassy s B! A 171;62 18.56 ) 19.23 Z!I.@M.% £0.32 ||

n A A vV A S
LN B B B N O B O O B O I N B e B B L D B D R B N B B B B

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: BG032076.D

3500000

3000000
2500000
2000000
1500000
1000000

500000 26.18

e I B B i 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\BG011618\
Data File : BG032076.D

Acq On : 16 Jan 2018 19:15

Operator : SJ/JU

Sample - J1149-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218_.M
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 1 unknown8.28 Concentration Rank 2

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

8.28 82.45 ng 1485140 1,4-Dichlorobenzene-d4 8.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 25
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 17
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 850 (8.282 min): BG032076.D (-841) (-) m/z 132.00 100.00%
132
5000
68
96 PSSR SRR AR AR
40 | 115 357 8.00 8.20 8.40 8.60
0 b= m/z 68.10 33.02%
m/z--> 50 100 150 200 250 300 350
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U S S L
8.00 8.20 8.40 8.60
31 51 ‘ m/z 134.00 32.81%
Ou‘Hu‘luu‘k“..l“...‘.....|....|........|.
m/z--> 50 100 150 200 250 300 350
Abundance
132
800 820 840 860
5000 67 m/z 66.00 22.43%
41 97
0 115
m/z--> 50 100 150 200 250 300 350
Abundance #14144: 5-Fluoro-2-chloropyrimidine R i ma e o
132 8.00 8.20 8.40 8.60
m/z 69.10 15.30%
5000
33 105
0 "wﬁ}b7fh8?ht' "" UL UL UL UL S ER L U I R
m/z--> 50 100 150 200 250 300 350 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG011618\
Data File : BG032076.D

Acq On : 16 Jan 2018 19:15

Operator : SJ/JU

Sample - J1149-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218_.M
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, 1,2,3-trimethyl- Concentration Rank 8

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

8.39 11.08 ng 199539 1,4-Dichlorobenzene-d4 8.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
2 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
3 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 90

Abundance Scan 868 (8.388 min): BG032076.D (-862) (-) m/z 105.10 100.00%
105
5000 120
39 51 g 009 o8 8.00 820 840 8.60 8.80
Ol sy e el el Tm/Zz 120,10 43.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120
5000
8.00 8.20 8.40 8.60 8.80
77 m/z 77.00 12.84%
0 15 27 3\9\ 5\1 58 §? i 9\1 97 || Al
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105
120 8.00 8.20 8.40 8.60 8.80
5000 m/z 119.10 11.59%
27 41 5leges 19l
S R R R RS AR NS ALRRA RS RS SRS SRAR RARAS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9426: Benzene, 1-ethyl-3-methyl-
105 8.00 8.20 8.40 8.60 8.80

m/z 91.10 11.04%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG011618\
Data File : BG032076.D

Acq On : 16 Jan 2018 19:15

Operator : SJ/JU

Sample - J1149-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218_.M
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, 1,2,4-trimethyl- Concentration Rank 20

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

8.88 5.42 ng 97704 1,4-Dichlorobenzene-d4 8.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 90

Abundance Scan 952 (8.882 min): BGO32076.D(—9d4)15) ) m/z 105.10 100.00%
105
5000 120
77 91
39 51 65 8.60 8.80 9.00 9.20
Obrr e et et ik 84l 188 P77 120,100 40.47%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9410: Benzene, 1,2,4-trimethyl-
105
5000 120 RN SRR LRSS LS AR
8.60 8.80 9.00 9.20
o8 o 77 o1 m/z 77.00 11.70%
0..,}ﬂ.,..m,..”,n..qhu?ﬁ.?f.,”.m g4l ey M
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105
8.60 8.80 9.00 9.20
5000 120 m/z 91.10 11.11%
77
o 15 % 39 515565 8 o8 | 113
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9402: Mesitylene
105 8.60 8.80 9.00 9.20
m/z 79.00 9.97%
120
5000
0 27 3 Steges f St |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG011618\
Data File : BG032076.D

Acq On : 16 Jan 2018 19:15

Operator : SJ/JU

Sample - J1149-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218.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 1,3-Cyclopentadiene, 1,2,3,... Concentration Rank 13

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

9.89 6.47 ng 116620 1,4-Dichlorobenzene-d4 8.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 C10H14 076089-59-3 87
2 Benzene, l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 87
3 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 87
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 87
5 Benzene, l-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 87

Abundance Scan 1124 (9.892 min): BG032076.D (-1116) (-) m/z 119.10 100.00%
119
5000
134
91
39 51 65 77 | 105 | 127 9.60 9.80 10.00 10.20
Obrrrrrrrrrrrrprre e ettt e il e e | m/z 134.10  25.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14939: 1,3-Cyclopentadiene, 1,2,3,4-tetramethyl-5-methylene-
119
5000 134
9.60 9.80 10.00 10.20
a1 91 m/z 117.10 22.10%
27 51 77
0 ”I"”I"ml"”“t'”iw'?ﬁ'??'v'JNP"'I“"I}ﬁél'”ml'}?zj””l"
m/z--> 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 17.42%
91 134
77
oL 15 28 39 51565 og 10° 127
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 10.90%
5000
91 134
65 105
oL 15 27 % Slsg P | ‘ u LIl ‘
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\BG011618\
Data File : BG032076.D

Acq On : 16 Jan 2018 19:15

Operator : SJ/JU

Sample - J1149-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218_.M
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 6 Benzene, 1l-methyl-4-(2-prop... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.02 13.07 ng 302693 Naphthalene-d8 11.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Benzene, 1l-methyl-4-(2-propenyl)- 132 C10H12 003333-13-9 90

2 1-Phenyl-1-butene 132 C10H12 000824-90-8 87
3 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 76
4 3-Phenylbut-1-ene 132 C10H12 000934-10-1 76
5 Indan, 1-methyl- 132 C10H12 000767-58-8 76
Abundance m/z 117.10 100.00%

Scan 1316 (11.020 min): BG032076.D (-1309) (-)
117

5000
132

4, ol
39 51 63 103 |, | 10.80 11.00 11.20 11.40

o..,....,....,....',....i'....,.':'..,...:,....-,....,:-:..,....-...-v,.-!..,.lﬁ‘:‘?,.. m/z 119.05 39.97%
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
0
B 105 m/z 132.10  32.99%
I AN N | |
0..,....,...‘.,...a,....ﬂl‘...,l‘l..,.Hl‘,....‘,:...,:‘l..,...l,...‘l‘,.‘...,....,..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
117
R e N B
10.80 11.00 11.20 11.40
5000 132 m/z 115.00 27.58%
91
27 39 S 65 7/ 105

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

Abundance #14096: Benzene, (1-methyl-1-propenyl)-, (E)-

117 10.80 11.00 11.20 11.40
m/z 131.10 18.11%
132
5000
91
7 ® S B L] s |
O P T T T T T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG011618\
Data File : BG032076.D

Acq On : 16 Jan 2018 19:15

Operator : SJ/JU

Sample - J1149-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218_.M
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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.27 8.54 ng 197699 Naphthalene-d8 11.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 97
2 Indan, epoxide 132 C9H80 000768-22-9 70
3 Benzene, cyclobutyl- 132 C10H12 004392-30-7 59
4 2H-Inden-2-one, 1,3-dihydro- 132 C9H80 000615-13-4 58
5 2-Methylbenzyl cyanide 131 C9HON 022364-68-7 43
Abundance Scan 1358 (11.267 min): BG032076.D (-1352) (-) m/z 104.10 100.00%
104
5000 o1 132
78 115 L SR UL SUNRE B
39 51 65 207 11.00 11.20 11.40 11.60
0 200 Tm/z 132.10  44.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14072: Naphthalene, 1,2,3,4-tetrahydro-
104
132
5000 91
11.00 11.20 11.40 11.60
o 27 39 51 g 19 117 m/z 91.05 36 .74%
Ouuu‘uluﬁuu|||“l‘||‘l‘|||”|||‘=||‘H||‘l‘||‘M|‘|||||||||||||||||||||
m/z--> 20 80 100 120 140 160 180 200
Abundance
104
11.00 11.20 11.40 11.60
5000 m/z 115.00 17.07%
51 78 132
27 39 63 89 116
G S U U I W WL B I L WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14049: Benzene, cyclobutyl-
104 11.00 11.20 11.40 11.60
m/z 117.10 17.03%
5000
8
00 s % Lus T
OIIIIIIIIII\II\I\IIIIIII I e B B B B e s B
m/z--> 20 40 60 80 160 150 140 160 180 200 11.00 11.20 11.40 11.60

8270-BG011218.M Wed Jan 17 14:37:01 2018 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG011618\
Data File : BG032076.D

Acq On : 16 Jan 2018 19:15

Operator : SJ/JU

Sample - J1149-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218_.M
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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.11 7.78 ng 180097 Naphthalene-d8 11.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 003877-19-8 76
2 5H-Benzocycloheptene,6,7,8,9-tet. .. 146 C11H14 001075-16-7 59
3 Pyrazolo[1,5-a]pyridine, 2,3-dim... 146 C9H10N2 028537-56-6 58
4 2(1H)-Naphthalenone, 3,4-dihydro- 146 C10H100 000530-93-8 52
5 Naphth[1,2-b]Joxirene, l1la,2,3,7b-... 146 C10H100 002461-34-9 47
Abundance Scan 1501 (12.107 min): BGO(1|)32076.D (-1494) (-) m/z 104.10 100.00%
104
146
5000 o1
59 115 131
41 51 ‘ | || 160 11.80 12.00 12.20 12.40
0 .,....,....,':.-..,'.-..':,.':'..,...'!,....-,....,.- N1/ 1 m/z 146.10 56.41%
m/z--> 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
5000 146
91 11.80 12.00 12.20 12.40

131 m/z 91.10 35.43%
I ‘

57 39 51 g5 18 115
S WU S | RN S| S 1 RS AN
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
146
104

o

117 11.80 12. 00 12 20 12.40
5000 o1 131 m/z 59.10 28.67%
65 77
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #22240: Pyrazolo[1,5-a]pyridine, 2,3-dimethyl- R ERaamasSEmE S
104 11.80 12.00 12.20 12.40
79 145 m/z 131.10 28.01%
5000 5t
131
63 92 117
0.“”.“”.“.”“.npﬂnﬁknp.nﬂ.”. ”..A“.”“.”“.L“.”,””,
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 11.80 12.00 12.20 12.40

8270-BG011218.M Wed Jan 17 14:37:02 2018 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG011618\
Data File : BG032076.D

Acq On : 16 Jan 2018 19:15

Operator : SJ/JU

Sample - J1149-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218_.M
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 1H-Indene, 2,3-dihydro-1,2-... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.53 6.01 ng 139115 Naphthalene-d8 11.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 96
2 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 95
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 94
4 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 94
5 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 93
Abundance Scan 1573 (12.530 min): BG032076.D (-1565) (-) m/z 131.10 100.00%
131
5000 146
91 115 12.20 12.40 12.60 12.80
51 : : : :
ol ® 162 36 | /7 146.10  36.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #21646: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131
5000
146 12.20 12.40 12.60 12.80
91 115 m/z 145.10 15.60%
39 &3
o2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
131
146
12.20 12.40 12.60 12.80
5000 91 m/z 115.00 15.00%
39 65 115

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #21651: 1H-Indene, 2,3-dihydro-4,7-dimethyl-

12.20 12.40 12.60 12.80
m/z 132.10 13.68%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12.60 12.80

8270-BG011218.M Wed Jan 17 14:37:03 2018 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG011618\
Data File : BG032076.D

Acq On : 16 Jan 2018 19:15

Operator : SJ/JU

Sample - J1149-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218_.M
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, 1,2,3,4-tetrah... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.80 17.30 ng 400459  Naphthalene-d8 11.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Naphthalene, 1,2,3,4-tetrahydro-... 146 Cl1H14 001680-51-9 96

2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 94
3 Benzene, (1l-ethyl-2-propenyl)- 146 C11H14 019947-22-9 68
4 1H-Inden-1-one, 2,3-dihydro-2-me... 146 C10H100 017496-14-9 58
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 Cl11H14 006682-71-9 55
Abundance Scan 1619 (12.801 min): BG032076.D (-1613) (-) m/z 131.10 100.00%
131
5000
105
51 77 12.40 12.60 12.80 13.00 13.20
ol A2 3L n/z 118.10 78.36%
m/z--> 50 100 150 200 250 300
Abundance #21670: Naphthalene, 1,2,3,4-tetrahydro-6-methy!-
131
5000
39 91 12.40 12.60 12.80 13.00 13.20
15 63 u m/z 146.10 64.05%
Olymququlbﬂ_,% e
m/z--> 50 100 150 200 250 300
Abundance
131
12.40 12.60 12.80 13.00 13.20
5000 m/z 117.05 42 .86%
105
39 77
N L s [ L L S
m/z--> 50 100 150 200 250 300
Abundance #21622: Benzene, (1-ethyl-2-propenyl)-
118 12.40 12.60 12.80 13.00 13.20
m/z 115.00 28.18%
5000 91
51 146
2 ||
o .‘.lJ‘.."a.‘................
m/z--> 50 100 150 200 250 300 12.40 12.60 12.80 13.00 13.20

8270-BG011218.M Wed Jan 17 14:37:04 2018

Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG011618\
Data File : BG032076.D

Acq On : 16 Jan 2018 19:15

Operator : SJ/JU

Sample - J1149-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218_.M
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 11 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.98 5.93 ng 137405 Naphthalene-d8 11.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 94
2 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 91
3 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 90
4 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14 001075-22-5 87
5 1H-Indene, 2,3-dihydro-1,3-dimet... 146 Cl11H14 004175-53-5 87
Abundance Scan 1650 (12.983 min): BG032076.D (-1645) (-) m/z 131.10 100.00%
131
5000
41 > o1 P
12.60 12.80 13.00 13.20
o SENE 39 'm/z 146.05 29.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #21654: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131
5000
12.60 12.80 13.00 13.20
m/z 57.05 20.47%
39 65 91 115

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance

131
12.60 12.80 13.00 13.20
5000 m/z 115.00 19.26%
91
39 63 115
148

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #21642: Benzene, (1,2-dimethyl-1-propenyl)-

12.60 12.80 13.00 13.20
m/z 132.10 15.17%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 12.60 12.80 13.00 13.20

8270-BG011218.M Wed Jan 17 14:37:05 2018 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG011618\
Data File : BG032076.D

Acq On : 16 Jan 2018 19:15

Operator : SJ/JU

Sample - J1149-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218_.M
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 12 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.15 12.57 ng 290912 Naphthalene-d8 11.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 96
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 94
3 Benzene, (1l-ethyl-2-propenyl)- 146 C11H14 019947-22-9 64
4 1H-Inden-1-one, 2,3-dihydro-2-me... 146 C10H100 017496-14-9 53
5 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 50
Abundance Scan 1678 (13.147 min): BG032076.D (-1670) (-) m/z 131.10 100.00%
5000
105
51 77 12.80 13.00 13.20 13.40
0 A L2022 Tm/z 118.10 76.20%
m/z--> 50 100 150 200 250 300 350 400
Abundance #21668: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131
5000
105 12.80 13.00 13.20 13.40
39 4 ‘ m/z 146.10 66 .54%
o |“| \‘I\ l‘ﬂ I\MIH“\\I \J\ I\‘MIMI H\‘ "Ml T —
m/z--> 50 100 150 200 250 300 350 400
Abundance
131
12.80 13.00 13.20 13.40
5000 m/z 117.05 41.42%
39 91
15 63
e RS L L L L WL WL
m/z--> 50 100 150 200 250 300 350 400
Abundance #21622: Benzene, (1-ethyl-2-propenyl)-
118 12.80 13.00 13.20 13.40
m/z 115.00 28.09%
5000 91
51 146
A
0IIlI‘LlI‘UJI‘I‘II‘II“I‘IIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 400 12.80 13.00 13.20 13.40

8270-BG011218.M Wed Jan 17 14:37:06 2018 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG011618\
Data File : BG032076.D

Acq On : 16 Jan 2018 19:15

Operator : SJ/JU

Sample - J1149-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218_.M
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 13 Naphthalene, 1-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.48 22.19 ng 513837 Naphthalene-d8 11.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 93
2 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 93
3 Bicyclo[4.4.1]jundeca-1,3,5,7,9-p... 142 C11H10 002443-46-1 76
4 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 76
5 1H-Indene, l-ethylidene- 142 C11H10 002471-83-2 76
Abundance Scan 1735 (13.482 min): BG032076.D (-1719) (- m/z 142.10 100.00%
142
5000 115
160 U SRS BN SRR SUNRE
39 51 63 74 g, 91 105 | 128 | || | 13.20 13.40 13.60 13.80
] R ST NPRRSMPRSPTN S  TPRI 1 NSNS m/z 141.10 93.85%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #19233: Naphthalene, 2-methyl-
142
5000 UL SRR BN BN SUNE
115 13.20 13.40 13.60 13.80
m/z 115.10 40.92%
ol 2z % o1 BT 8 o | 126 |
m/z--> 20 30 Jo éo 60 70 80 90 100 110 120 130 140 150 160
Abundance
142
13.20 13.40 13.60 13.80
5000 m/z 118.10 33.46%
115
ol 27 39 51 6371 89 gpp 126
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #19244: Bicyclo[4.4.1]undeca-1,3,5,7,9-pentaene
141 13.20 13.40 13.60 13.80
115 m/z 145.10 21.90%
5000
39 51 63 89
0.,.EY,H.J“..ﬂh.”,JJ”T%MZ?”.Uﬁ..ﬁQ?”,nJ.,}?ﬁ..”}J”.,”..“..w
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 13.20 13.40 13.60 13.80

8270-BG011218.M Wed Jan 17 14:37:07 2018 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG011618\
Data File : BG032076.D

Acq On : 16 Jan 2018 19:15

Operator : SJ/JU

Sample - J1149-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218_.M
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 14 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.34 5.97 ng 199155 Acenaphthene-d10 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 021693-54-9 94
2 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 001076-61-5 94
3 1H-Indene, 2,3-dihydro-1,1,3-tri... 160 C12H16 002613-76-5 91
4 Benzene, 1-(2-butenyl)-2,3-dimet... 160 C12H16 054340-85-1 91
5 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 91
Abundance Scan 1881 (14.340 min): BG032076.D (-1874) (-) m/z 145.10 100.00%
145
5000 160
91 us 1 14.00 14.20 14.40 14.60
77 105 : - : :
ol 3 i 172 m/z 160.10  40.83%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #30947: Naphthalene, 1,2,3,4-tetrahydro-5,7-dimethyl-
145
160
5000
132 14.00 14.20 14.40 14.60
117 m/z 132.05 24 _.06%
27 39 51 65 7\7 9\1 1?5 |y | \
Ot T T T R e T e e e
miz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
145
160 14.00 14.20 14.40 14.60
5000 m/z 115.05 16.88%

132

117
27 39 51 65 77 91 105

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #30908: 1H-Indene, 2,3-dihydro-1,1,3-trimethyl- T
145 14.00 14.20 14.40 14.60
m/z 128.10 14 .25%
5000
51 65 77 9‘]- 195 | ‘\ | 1
Ohrrrrprrrrprrrrfrrr b Pt e SRR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 14.00 14.20 14.40 14.60

8270-BG011218.M Wed Jan 17 14:37:08 2018 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG011618\
Data File : BG032076.D

Acq On : 16 Jan 2018 19:15

Operator : SJ/JU

Sample - J1149-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218_.M
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 15 Naphthalene, 2,6-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.72 11.30 ng 376810 Acenaphthene-d10 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97
2 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 96
3 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 95
4 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 95
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 95
Abundance Scan 1946 (14.722 min): BG032076.D (-1933) (-) m/z 156.10 100.00%
141 196
5000
14.40 14.60 14.80 15.00
o m/z 141.05 91.62%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28489: Naphthalene, 2,6-dimethyl-
156
1w
5000
14.40 14.60 14.80 15.00
m/z 155.10 34 .80%
77 115
A - e O N
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
156
141 14.40 14.60 14.80 15.00
5000 m/z 115.00 21.58%
oL 15 27 39 51 63 77 g9 100 0 128
miz--> 20 40 60 80 100 120 140 160 180
Abundance #28486: Naphthalene, 2,3-dimethyl- R A mma
156 14.40 14.60 14.80 15.00
141 m/z 128.05 15.35%
5000
115
o 1827 3 5163 76 g9 100 | M | ]
m/z--> 20 40 60 80 100 120 140 160 180 14.40 14.60 14.80 15.00

8270-BG011218.M Wed Jan 17 14:37:09 2018 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG011618\
Data File : BG032076.D

Acq On : 16 Jan 2018 19:15

Operator : SJ/JU

Sample - J1149-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 16 Naphthalene, 1,5-dimethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.77 5.84 ng 194895 Acenaphthene-d10 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 94
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 94
3 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 93
4 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 93
5 Naphthalene, 1,8-dimethyl- 156 C12H12 000569-41-5 93
Abundance Scan 1954 (14.769 min): BG032076.D (-1950) (-) m/z 156.10 100.00%
156
141
5000
5 63 76 115 128 174 14.40 14.60 14.80 15.00
o0, 20 80, 108 ) 2 Tm/z 141.10 65.18%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28503: Naphthalene, 1,5-dimethyl-
141 156
5000
14.40 14.60 14.80 15.00
76 115 m/z 155.10 37 .38%
ois 27 ® S P | e | U
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
156
141
14.40 14.60 14.80 15.00
5000 m/z 153.00 15.95%
115 128
U |'%8" |'49"| '§q '|§§ '??' LR AL SURLELELAS BURL B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28489: Naphthalene, 2,6-dimethyl-
156 14.40 14.60 14.80 15.00
141 m/z 152 .05 15.14%
5000
77 115
m/z--> 20 40 60 80 100 120 140 160 180 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG011618\
Data File : BG032076.D

Acq On : 16 Jan 2018 19:15

Operator : SJ/JU

Sample - J1149-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218_.M
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 17 Naphthalene, 2,3-dimethyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.95 5.78 ng 192871 Acenaphthene-d10 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 93
2 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 91
3 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 91
4 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 90
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 81
Abundance Scan 1985 (14.951 min): BG032076.D (-1980) (-) m/z 141.05 100.00%
141 156
5000
14.60 14.80 15.00 15.20
0 m/z 156.10 97 .40%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28469: Naphthalene, 2,3-dimethyl-
141 156
5000
14.60 14.80 15.00 15.20
@ 76 115 159 m/z 159.10 33.98%
i |1|5| .2‘.7. |3\|9| .?fl.‘l“l "'HM‘I |8|9| .1|(‘).2. I‘; I .‘U. I\I‘I I\H\‘I ——
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
156
1460 14.80 15.00 15.20
5000 m/z 155.05 30.65%
141
. 39 51 64 7 g9 107 115 128
miz--> 20 40 60 80 100 120 140 160 180
Abundance #28490: Naphthalene, 2,6-dimethyl-
156 14.60 14.80 15.00 15.20
m/z 115.00 28 .53%
5000 141
0 15 27 39 51 63 7\\7 89 102 1]\-5 ]%8 Al \H
m/z--> 20 40 60 80 100 120 140 160 180 14,60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG011618\
Data File : BG032076.D

Acq On : 16 Jan 2018 19:15

Operator : SJ/JU

Sample - J1149-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218_.M
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 Heptadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.03 6.17 ng 262407 Phenanthrene-d10 18.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Hexadecane 226 C16H34 000544-76-3 87
3 Octadecane, 1-iodo- 380 C18H371 000629-93-6 87
4 Eicosane, 10-methyl- 296 C21H44 054833-23-7 86
5 Eicosane 282 C20H42 000112-95-8 83

Abundance Scan 2339 (17.031 min): BG032076.D (-2335) (-) m/z 57.10 100.00%

57
5000 4

16.80 17.00 17.20 17.40

113139 151169 195214 240

0 m/z 43.05 76.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #94346: Heptadecane
57
85
5000 LA L L L L L
16 80 17. 00 17. 20 17. 40
29 m/z 71.10 64.54%
113
0 \‘ | I “ Il \‘ i 141 169 197 240
T T e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
R e AR R e
16.80 17.00 17.20 17.40
5000 85 m/z 85.05 50.23%
0 29 113 941 169 197 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #202264: Octadecane, 1-iodo- R B o e e s S
5[7 16.80 17.00 17.20 17.40
m/z 41.10 36.93%
5000 85
29
113
0 ‘ L | 77 1371%> 183 211 253
A e e e e T T R e LA e e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 16 80 17. 00 17. 20 17. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG011618\
Data File : BG032076.D

Acq On : 16 Jan 2018 19:15

Operator : SJ/JU

Sample - J1149-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218_.M
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 19 n-Hexadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.95 6.53 ng 277755 Phenanthrene-d10 18.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 n-Decanoic acid 172 C10H2002 000334-48-5 64
4 Tetradecanoic acid 228 C14H2802 000544-63-8 49
5 Pentadecanoic acid 242 C15H3002 001002-84-2 49
Abundance Scan 2666 (18.952 min): BG032076.D (-2660) (-) m/z 73.00 100.00%
7B
43
213
5000

18.60 18.80 19.00 19.20

o m/z 43.05 78 .55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 80
5000 129 T LR B TTT T TT T[T
18. 60 18. 80 19. 00 19.20
m/z 60.00 73.53%
213
JH, 143157171185199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 78
R e e A SN
57 18.60 18.80 19.00 19.20
5000 129 m/z 57.10 72.18%
29 171
g7 o 185 214
o 15 101 143157 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #39474: n-Decanoic acid L B e
3 18.60 18.80 19.00 19.20
m/z 55.00 70.51%
129
5000
43 5
87
‘ 101 143 172
O el L ,h,, N e et e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18. 60 18. 80 19. 00 19. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG011618\
Data File : BG032076.D

Acq On : 16 Jan 2018 19:15

Operator : SJ/JU

Sample - J1149-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218_.M
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 Octadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
20.18 6.90 ng 293288 Phenanthrene-d10 18.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Decanoic acid 172 C10H2002 000334-48-5 55
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 49
4 Pentadecanoic acid 242 C15H3002 001002-84-2 43
5 Undecanoic acid 186 C11H2202 000112-37-8 42
Abundance Scan 2875 (20.180 min): BG032076.D (-2870) (-) m/z 73.00 100.00%
43
5000
19.80 20.00 20.20 20.40
Ot m/z 43.10 84 .57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131258: Octadecanoic acid
43 57 73
5000 NN NS SN
19.80 20.00 20.20 20.40
284 m/z 57.10 82.30%
ZT 143,5,171
0 |||||‘|||‘|‘=‘||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
120 19,80 20.00 20.20 2040
5000 m/z 59.95 78.73%
43 57
87 115
. 143 499
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 60 19.80 20.00 20.20 20.40
m/z 55.10 78.04%
5000
143157171185 213
(o} Sl . St AL A b
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1dso 2&50 2&50 20h0
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG011618\
Data File : BG032076.D

Acq On : 16 Jan 2018 19:15

Operator : SJ/JU

Sample - J1149-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218_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]
unknown8.28 8.28 82.5 ng 1485140 1 8.77 360262 20.0
Benzene, 1,2,3-tr... 8.39 11.1 ng 199539 1 8.77 360262 20.0
Benzene, 1,2,4-tr... 8.88 5.4 ng 97704 1 8.77 360262 20.0
1,3-Cyclopentadie. .. 9.89 6.5 ng 116620 1 8.77 360262 20.0
Benzene, l-methyl... 11.02 13.1 ng 302693 2 11.65 463051 20.0
Naphthalene, 1,2,... 11.27 8.5 ng 197699 2 11.65 463051 20.0
Naphthalene, 1,2,... 12.11 7.8 ng 180097 2 11.65 463051 20.0
1H-Indene, 2,3-di... 12.53 6.0 ng 139115 2 11.65 463051 20.0
Naphthalene, 1,2,... 12.80 17.3 ng 400459 2 11.65 463051 20.0
1H-Indene, 2,3-di... 12.98 5.9 ng 137405 2 11.65 463051 20.0
Naphthalene, 1,2,... 13.15 12.6 ng 290912 2 11.65 463051 20.0
Naphthalene, 1-me... 13.48 22.2 ng 513837 2 11.65 463051 20.0
Naphthalene, 1,2,... 14.34 6.0 ng 199155 3 15.40 666932 20.0
Naphthalene, 2,6-... 14.72 11.3 ng 376810 3 15.40 666932 20.0
Naphthalene, 1,5-... 14.77 5.8 ng 194895 3 15.40 666932 20.0
Naphthalene, 2,3-... 14.95 5.8 ng 192871 3 15.40 666932 20.0
Heptadecane 17.03 6.2 ng 262407 4 18.13 850422 20.0
n-Hexadecanoic acid 18.95 6.5 ng 277755 4 18.13 850422 20.0
Octadecanoic acid 20.18 6.9 ng 293288 4 18.13 850422 20.0
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