LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022618\
Data File : BG032816.D

Aca On : 26 Feb 2018 10:57

Operator : SJ/JU

Sample : J1642-01

Misc :

ALS Vial : 3 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:\HPCHEM1I\BNA G\METHODS\8270-BG022118.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

3.525 33 40 50 rBV2 116634 288173 6.14% 0.540%
3.619 50 56 73 rVB 832629 1471888 31.36% 2.760%
344 355 rVB 65472 122274 2.61% 0.229%
5.833 424 433 440 rBV2 38393 68047 1.45% 0.128%
6.339 512 519 530 rVB 694872 1203766 25.65% 2.257%
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8.019 798 805 815 rVB 459166 839359 17.88% 1.574%
8.436 868 876 891 rBV 1216716 2273981 48.45% 4.264%
960 969 rBV 276006 506288 10.79% 0.949%
9.264 1008 1017 1023 rBV 1098264 2072731 44.16% 3.887%
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1 9.317 1023 1026 1034 rVB 173783 288218 6.14% 0.540%
11 10.128 1156 1164 1175 rVB 885509 1701720 36.26% 3.191%
12 10.321 1192 1197 1203 rVB 39015 74491 1.59% 0.140%
13 10.451 1210 1219 1225 rBV2 63711 155971 3.32% 0.292%
14 10.515 1225 1230 1238 rVB2 36173 73969 1.58% 0.139%
15 10.715 1259 1264 1270 rVB3 33915 63344 1.35% 0.119%
16 11.038 1310 1319 1327 rVB2 32892 84783 1.81% 0.159%
17 11.191 1339 1345 1356 rBV6 45858 112733 2.40% 0.211%
18 11.338 1367 1370 1376 rVB5 31782 61868 1.32% 0.116%

19 11.814 1443 1451 1456 rBV 401077 765182 16.30% 1.435%
20 11.866 1456 1460 1466 rVB 176967 304874 6.50% 0.572%

21 11.984 1474 1480 1487 rBV9 25931 50531 1.08% 0.095%
22 12.360 1538 1544 1553 rVB 66040 126511 2.70% 0.237%
23 12.565 1571 1579 1584 rBV6 21244 49541 1.06% 0.093%
24 12.894 1624 1635 1641 rBV2 92526 206963 4.41% 0.388%
25 13.135 1671 1676 1683 rBV2 31348 53967 1.15% 0.101%

26 13.311 1700 1706 1712 rBV3 117949 221097 4.71% 0.415%
27 13.411 1718 1723 1729 rBV 165236 260208 5.54% 0.488%
28 13.482 1729 1735 1739 rVB2 62467 112783 2.40% 0.211%
29 13.629 1750 1760 1766 rBV 855220 1583034 33.73% 2.969%

30 13.682 1766 1769 1773 rVB 37874 50633 1.08% 0.095%
31 13.881 1799 1803 1809 rBV2 24286 58448 1.25% 0.110%
32 13.946 1810 1814 1822 rVB2 50901 94836 2.02% 0.178%
33 14.022 1822 1827 1830 rBV5 41635 78176 1.67% 0.147%

34 14.175 1841 1853 1860 rBV 2406675 3787420 80.69% 7.102%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022618\
Data File : BG032816.D

Aca On : 26 Feb 2018 10:57

Operator : SJ/JU

Sample : J1642-01

Misc :

ALS Vial : 3 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:\HPCHEM1\BNA G\METHODS\8270-BG022118_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 14.328 1874 1879 1883 rBV2 43737 74044 1.58% 0.139%
36 14.392 1886 1890 1900 rVB7 51764 114468 2.44% 0.215%
37 14.604 1924 1926 1932 rVB3 55008 74754 1.59% 0.140%
38 14.668 1932 1937 1940 rBV2 45788 90671 1.93% 0.170%

39 14.715 1940 1945 1954 rVB3 120769 293868 6.26% 0.551%
40 14.868 1963 1971 1976 rBV 205813 436598 9.30% 0.819%

41 14.921 1976 1980 1984 rVv4 54316 95995 2.05% 0.180%
42 14.962 1984 1987 1992 rVB 60621 84534 1.80% 0.159%
43 15.009 1992 1995 2001 rVB2 40822 57655 1.23% 0.108%

44 15.097 2003 2010 2014 rBV 130373 250012 5.33% 0.469%
45 15.268 2033 2039 2049 rVB3 105034 222434 4.74% 0.417%

46 15.379 2054 2058 2063 rVB2 81312 108383 2.31% 0.203%
47 15.450 2064 2070 2074 rBV3 45099 104653 2.23% 0.196%
48 15.544 2080 2086 2091 rBV2 558536 935082 19.92% 1.753%
49 15.608 2091 2097 2103 rVV 2763126 4568607 97.33% 8.567%
50 15.661 2103 2106 2111 rVB 149464 219085 4.67% 0.411%

51 15.843 2128 2137 2145 rBV2 92976 243837 5.19% 0.457%
52 15.931 2145 2152 2158 rVV 1093946 1802373 38.40% 3.380%

53 15.990 2158 2162 2170 rVB7 49756 93276 1.99% 0.175%
54 16.137 2183 2187 2193 rVB4 42944 87258 1.86% 0.164%
55 16.231 2199 2203 2209 rVB 63419 96513 2.06% 0.181%

56 16.319 2214 2218 2229 rVB4 102077 257869 5.49% 0.484%
57 16.578 2255 2262 2270 rVB2 1493266 2476884 52.77% 4.645%
58 16.701 2272 2283 2285 rBV3 121404 340559 7.26% 0.639%
59 16.824 2300 2304 2306 rBV3 45278 75510 1.61% 0.142%
60 16.860 2306 2310 2316 rVB 136410 221573 4.72% 0.415%

61 17.012 2329 2336 2343 rVB 1803704 2990875 63.72% 5.608%
62 17.171 2359 2363 2367 rBV 93588 158164 3.37% 0.297%
63 17.241 2370 2375 2384 rVB2 195639 383193 8.16% 0.719%
64 17.353 2390 2394 2399 rBV7 20800 46994 1.00% 0.088%
65 17.412 2399 2404 2409 rVvVv 118608 184019 3.92% 0.345%

66 17.617 2435 2439 2445 rVB3 49008 86317 1.84% 0.162%
67 17.723 2453 2457 2462 rVB3 35767 53453 1.14% 0.100%
68 18.070 2512 2516 2524 rVB2 140900 339491 7.23% 0.637%
69 18.217 2537 2541 2544 rBV3 70858 98343 2.10% 0.184%

70 18.269 2544 2550 2554 rVvVv 676024 1146565 24.43% 2.150%
71 18.311 2554 2557 2568 rVvV 367485 621310 13.24% 1.165%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022618\
Data File : BG032816.D

Aca On : 26 Feb 2018 10:57

Operator : SJ/JU

Sample : J1642-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Z:\HPCHEM1I\BNA G\METHODS\8270-BG022118.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 18.399 2568 2572 2577 rVV 189615 323168 6.89% 0.606%
73 18.457 2577 2582 2592 rVB2 172592 385927 8.22% 0.724%
74 18.651 2610 2615 2628 rBV 370859 723437 15.41% 1.357%
75 18.869 2647 2652 2660 rBV7 55448 157058 3.35% 0.295%

76 19.080 2681 2688 2697 rBv4 377551 809451 17.25% 1.518%
77 19.157 2697 2701 2707 rVB5 106665 213501 4 _55% 0.400%
78 19.215 2707 2711 2718 rVB2 261013 425116 9.06% 0.797%
79 19.315 2720 2728 2733 rBV2 215175 559085 11.91% 1.048%
80 19.438 2746 2749 2754 rBV3 52051 91571 1.95% 0.172%

81 19.632 2779 2782 2787 rVB 91910 134619 2.87% 0.252%
82 19.809 2808 2812 2825 rVB 131864 288310 6.14% 0.541%
83 19.967 2835 2839 2842 rBV 153488 210733 4._.49% 0.395%
84 20.132 2864 2867 2872 rBV 62272 82362 1.75% 0.154%
85 20.261 2884 2889 2894 rBV 377807 560095 11.93% 1.050%

86 20.308 2894 2897 2908 rVB4 135284 232343 4_95% 0.436%
87 20.613 2945 2949 2955 rVB2 188145 299846 6.39% 0.562%
88 20.790 2973 2979 2985 rVB 3599196 4693726 100.00% 8.802%
89 20.960 3005 3008 3016 rVB3 43502 92700 1.97% 0.174%
90 21.036 3016 3021 3027 rBV 218390 327936 6.99% 0.615%

91 21.130 3032 3037 3044 rVB 446352 688135 14.66% 1.290%
92 21.730 3135 3139 3149 rVB2 132059 252497 5.38% 0.473%
93 22.164 3210 3213 3220 rVB4 67963 103296 2.20% 0.194%
94 22.628 3285 3292 3303 rVB 676761 1288782 27.46% 2.417%
95 24.590 3619 3626 3635 rVB 103421 235757 5.02% 0.442%

96 26.441 3928 3941 3956 rBV2 398558 1345153 28.66% 2.522%

Sum of corrected areas: 53327631
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022618\
Data File : BG032816.D

Aca On : 26 Feb 2018 10:57

Operator : SJ/JU

Sample : J1642-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BG032816.D
3500000

3000000

2500000

2000000

1500000

8.44

1000000 10.13

500000

i

0!

1
, Pl : 17214 hL981ES
Time-> 350 4.00 450 500 550 6.00 650 7.00 7.50 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BG032816.D
3500000

3000000 15.61
2500000 14.18
2000000 17.01
1500000
1000000

500000

ok
Time-->

20.79

Abundance TIC: BG032816.D
3500000

3000000
2500000
2000000
1500000
1000000

500000 26.44
24.59

A AR RRRE L e  ARRAE R AR RS

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\BG022618\
Data File : BG032816.D

Aca On : 26 Feb 2018 10:57

Operator : SJ/JU

Sample : J1642-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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 3

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

3.62 58.14 ng 1471890 1,4-Dichlorobenzene-d4 8.93
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 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 27
4 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 25
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25

Abundance Scan 56 (3.619 min): BG032816.D (-50) (-) m/z 73.00 100.00%

73
5000 43
55 87

340 360 380 400

Ol SO e S8 L r m/Z 43.05  39.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
340 360 3. 4.00

5 87 m/z 55. 05 28-22%
s

|, 80
miz--> 5 % % 4 5'0 60 70 8 90 100 110 120 130
Abundance
73
87

340 360 3.80 4.00

5000 a1 55 m/z 87.00 25.16%
29
0 65 80 97 112 129
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1877: Acetamide, N-ethyl- e
30 3. 40 3. 60 3. 80 4. 00

m/z 41.05 12.71%

15 72
0 ‘ 1 ‘ A 52 59 ‘

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 340 360 380 4.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022618\
Data File : BG032816.D

Aca On : 26 Feb 2018 10:57

Operator : SJ/JU

Sample : J1642-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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 unknown8.44 Concentration Rank 1

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

8.44 89.83 ng 2273980 1,4-Dichlorobenzene-d4 8.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 10
4 1H-Tetrazaborole. 5-chloro-4.5-d... 132 C2H6BCIN4 021960-49-6 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 877 (8.442 min): BG032816.D (-868) (-) m/z 131.95 100.00%
5000 68
PR | I a0 5 550 8Bo
o R B m/z 68.05 39.18%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 HRRE LSS RN IR L
8.20 8.40 8.60 8.80
2 51 78 m/z 133.95 34.13%
0 ‘ b1 H Moy . !
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
820 840 860 880
5000 67 m/z 66.05 25.90%
41 97
53
79 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl L R RS
57 132 8.20 8.40 8.60 8.80
24 m/z 69.05 15.33%
5000 og 0
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, N |
m/z--> 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022618\
Data File : BG032816.D

Aca On : 26 Feb 2018 10:57

Operator : SJ/JU

Sample : J1642-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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 Indane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.32 11.39 ng 288218 1,4-Dichlorobenzene-d4 8.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 95
2 Tetracvclol3.3.1.0(2.8).0(4.6)1-... 118 C9H10 1000191-13-7 80
3 Deltacvclene 118 C9H10 007785-10-6 74
4 Benzene. l-ethenvl-2-methvl- 118 C9H10 000611-15-4 64
5 7-Methylenecycloocta-1,3,5-triene 118 C9H10 002570-13-0 59
Abundance Scan 1027 (9.323 min): BG032816.D (-1023) (-) m/z 117.05 100.00%

117
5000

91 |||||||||||||||||||

39 51 63 77 103 9.00 9.20 9.40 9.60
o”,”.w.”.“.”n”.wn”tphn,”.w??nl.”,m.w.J.“.” m/z 118.05 57.33%
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8951: Indane
117
5000 LI L L L L LB L LN |

9.00 9.20 9.40 9.60
m/z 115.05 27 .84%

ol 15 27 Fgs51 B 7 O amug
e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
117
R A RRma
9.00 9.20 9.40 9.60
5000 o1 m/z 91.05 15.79%
39
51 58 65 78
21 45 71 103
o) MR MY NS S MM | VB
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8953: Deltacyclene )
117 900 920 940 9.60

m/z 63.05 8.52%

5000
a9 91
51 58 65 77 ‘ 103 ‘
0 Al il | L I \ \
R e S R R A B R e R

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022618\
Data File : BG032816.D

Aca On : 26 Feb 2018 10:57

Operator : SJ/JU

Sample : J1642-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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 Benzo[c]thiophene, 1,3-dihy... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.89 5.41 ng 206963 Naphthalene-d8 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolclthiophene. 1.3-dihvdro- 136 C8H8S 002471-92-3 87
2 4-Hvdroxv-2-methvlbenzaldehvde 136 C8H802 041438-18-0 64
3 Benzaldehvde. 2-hvdroxv-4-methvl- 136 C8H802 000698-27-1 64
4 4-Hvdroxv-3-methvlbenzaldehvde 136 C8H802 015174-69-3 64
5 Benzo[b]thiophene, 2,3-dihydro- 136 C8H8S 004565-32-6 64

Abundance Scan 1634 (12.889 min): BG032816.D (-1624) (- m/z 134.95 100.00%
1

5000

12.60 12.80 13.00 13.20

146 155

0 m/z 135.95 76.22%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #16365: Benzo[c]thiophene, 1,3-dihydro-
135
5000
12.60 12.80 13.00 13.20
91 m/z 91.05 32.37%
67
0 27 39 Slgg 7' 77 | 103111 121 |
T T T T [ T e T T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
135
12.60 12.80 13.00 13.20
5000 107 m/z 133.95 13.17%
i
18 27 39 51 63 89 97 121
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #16346: Benzaldehyde, 2-hydroxy-4-methyl-
135 12.60 12.80 13.00 13.20
m/z 137.05 11.50%
5000
7 o9 107
o S A POV O NS NSNS S N | —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022618\
Data File : BG032816.D

Aca On : 26 Feb 2018 10:57

Operator : SJ/JU

Sample : J1642-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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 Benzo[b]thiophene, 2-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.31 5.78 ng 221097 Naphthalene-d8 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolblthiophene. 2-methvl- 148 C9HS8S 001195-14-8 81
2 3-Methvlbenzothiophene 148 C9HS8S 001455-18-1 81
3 Benzolblthiophene. 4-methvl- 148 C9HS8S 014315-11-8 74
4 Benzolblthiophene. 5-methvl- 148 C9HS8S 014315-14-1 74
5 5-Methylthiophene-2,3-dicarbonit... 148 C7H4N2S 1000305-40-8 64
Abundance Scan 1706 (13.311 min): BG032816.D (-1700) (-) m/z 146.95 100.00%
147
5000
135
121
45 63 77 91 103 13.00 13.20 13.40 13.60
N AUV TSN v A N I | e - m/z 147.95 82.63%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #23296: Benzo[b]thiophene, 2-methyl-
147
5000
13.00 13.20 13.40 13.60
m/z 135.05 25.03%
of 27 3% sg 8 [F go 108 M5
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
147
13.00 13.20 13.40 13.60
5000 m/z 148.95 13.83%

3745 54 63 74 g9 103 115

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

Abundance #23294: Benzo[b]thiophene, 4-methyl-
147 13.00 13.20 13.40 13.60

m/z 150.05 13.33%
5000
45
63 14 103 115
0 w...q...h.J.qﬁ?nlﬂ.nhﬁyhl.ng?.”.,ﬂn.,.ﬂ.l?ﬁ.ﬁ??”,..ui..”,..”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022618\
Data File : BG032816.D

Aca On : 26 Feb 2018 10:57

Operator : SJ/JU

Sample : J1642-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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 Naphthalene, 1-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.63 41_.38 ng 1583030 Naphthalene-d8 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 96
2 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 96
3 1.4-Methanonaphthalene. 1.4-dihv... 142 C11H10 004453-90-1 94
4 Benzocvcloheptatriene 142 C11H10 000264-09-5 91
5 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10 002443-46-1 91
Abundance Scan 1760 (13.629 min): BG032816.D (-1750) (-) m/z 142.05 100.00%
142
5000
115
39 51 63 71 89 13.40 13.60 13.80 14.00
O i e b 202 22034 Tz77141.05 0 94.16%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19239: Naphthalene, 2-methyl-
142
5000 ----{\--- R BN U
115 13.40 13.60 13.80 14.00
m/z 115.00 35.38%
o 39 51 63 717 89 02 126
miz> 20 30 40 80 60 70 80 0 100 110 130 130 140 150
Abundance
142
13.40 13.60 13.80 14.00
5000 m/z 138.95 12.00%
115
oL 27 39 51 63 71 7,4 89 100 126
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19242: 1,4-Methanonaphthalene, 1,4-dihydro- T -j|\- UL BUSLALILIS BLELEL AN B
141 13.40 13.60 13.80 14.00

m/z 143.05 11.87%

5000 115

63
27 39 51 PP 7077 89 g 126

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 13.40 13. 60 13.80 14.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022618\
Data File : BG032816.D

Aca On : 26 Feb 2018 10:57

Operator : SJ/JU

Sample : J1642-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 9 Naphthalene, 2,7-dimethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.72 6.29 ng 293868 Acenaphthene-d10 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.7-dimethvl- 156 C12H12 000582-16-1 95
2 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 95
3 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 92
4 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 91
5 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 87
Abundance Scan 1946 (14.721 min): BG032816.D (-1940) (-) m/z 156.05 100.00%
156
141
5000
14.40 14.60 14.80 15.00
of m/z 141.05 67 .82%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28480: Naphthalene, 2,7-dimethyl-
156
5000 141
14.40 14.60 14.80 15.00
o 77 115 128 m/z 161.95 48 _.90%
39 51
[o) ||||2‘|7| "l . I\‘I : Iw‘l : |“H‘| |8|9| |1|0|2| I‘I T I\l\l |‘i‘||‘lh‘| T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
141 196
14.40 14.60 14.80 15.00
5000 m/z 147 .00 41_48%
115
128
15 27 39 51 63 89 102
mz> 20 40 60 80 100 120 140 160 180
Abundance #28500: Naphthalene, 1,6-dimethyl- R EAREEEEEasE LI
141 136 14.40 14.60 14.80 15.00
m/z 160.95 36.97%
5000
115 qog
e 27 ® P Ve | 4 Y
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\BG022618\
Data File : BG032816.D

Aca On : 26 Feb 2018 10:57

Operator : SJ/JU

Sample : J1642-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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 Naphthalene, 2,3-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.87 9.34 ng 436598 Acenaphthene-d10 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 98
2 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 97
3 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 96
4 Naphthalene. 1.8-dimethvl- 156 C12H12 000569-41-5 96
5 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 96
Abundance Scan 1971 (14.868 min): BG032816.D (-1963) (-) m/z 156.05 100.00%
141 196
5000
15 o
39 51 63 76 91 10 14.60 14.80 15.00 15.20
0 b "m/z 141.05  95.68%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #28469: Naphthalene, 2,3-dimethyl-
141 156
5000
14.60 14.80 15.00 15.20
76 115 g m/z 155.05 26.06%
s 27 ® 5B Do | H‘\
m/z--> 10 20 35 40 50 eb 70 80 95 100 110 120 130 140 150 160 170
Abundance
141 156
14.60 14.80 15.00 15.20
5000 m/z 115.05 23.90%
115
. 27 39 51 63 76 g9 40 e
B R R L KA L K AR KA N U LA LS LARAN L LARAN LA LN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #28493: Naphthalene, 1,7-dimethyl- A BEEm EaE e e
156 14.60 14.80 15.00 15.20
141 m/z 128.05 15.70%
5000
115
b 283 O 8 W w102 7R
m/z--> 10 20 3'0 4'0 50 60 70 80 90 100 110 120 130 140 150 160 170 14,60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022618\
Data File : BG032816.D

Aca On : 26 Feb 2018 10:57

Operator : SJ/JU

Sample : J1642-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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 Naphthalene, 1,3-dimethyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
15.10 5.35 ng 250012 Acenaphthene-d10 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 97
2 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 97
3 Naphthalene. 1.4-dimethvl- 156 C12H12 000571-58-4 96
4 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 96
5 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 96
Abundance Scan 2010 (15.097 min): BG032816.D (-2003) (-) m/z 141.05 100.00%
141 156
5000
115 128
39 51 63 17 102 14.80 15.00 15.20 15.40
ol > 174183 m/z 156.00  94.58%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28485: Naphthalene, 2,3-dimethyl-
156
141
5000
14.80 15.00 15.20 15.40
115 o9 m/z 155.05 26 .92%
2 ??. ﬁ?.,??..Tﬁ,.gg..ﬁo?..‘.,.‘P..‘ﬂ..‘N‘, SN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
141 156
14.80 15.00 15.20 15.40
5000 m/z 115.05 24 .19%
115
27 39 51 8 76 g9 45 16
mz-> 20 40 60 80 100 120 140 160 180
Abundance #28497: Naphthalene, 1,4-dimethyl- U DA DU S B
141 156 14.80 15.00 15.20 15.40
m/z 128.05 15.17%
5000
115
o 518 7 oe o102 " |
m/z--> 20 40 60 80 100 120 140 160 180 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022618\
Data File : BG032816.D

Aca On : 26 Feb 2018 10:57

Operator : SJ/JU

Sample : J1642-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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 Hexadecane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
16.32 5.52 ng 257869 Acenaphthene-d10 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Tetratetracontane 619 C44H90 007098-22-8 80
3 Tridecane 184 C13H28 000629-50-5 78
4 Hexatriacontane 507 C36H74 000630-06-8 72
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 72

Abundance Scan 2218 (16.319 min): BG032816.D (-2214) (-) m/z 57.05 100.00%

>0 \ruqJ\J\ﬂwﬂ/\,}\f»q,\wﬂﬂjvwh,

16.00 16.20 16.40 16.60

99 132164196226

0 m/z 43.05 69.39%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #83025: Hexadecane
57
5000 LA L L L L L L LN L |

16.00 16.20 16.40 16.60
m/z 71.05  53.45%

26 L || “9‘9 141 183 226

e M UM
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
T T
16.00 16.20 16.40 16.60
5000 m/z 85.05 34.91%
97
0 141 183 225 267 309 351 393 463 505 561 603
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #48835: Tridecane A m o S
57 16.00 16.20 16.40 16.60
m/z 41.05 29.88%
5000
ok 2d L)% 141 104
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 16. OO 16. 20 16. 40 16. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022618\
Data File : BG032816.D

Aca On : 26 Feb 2018 10:57

Operator : SJ/JU

Sample : J1642-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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 1-Isopropenylnaphthalene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.70 7.28 ng 340559 Acenaphthene-d10 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Isopropenvinaphthalene 168 C13H12 001855-47-6 89
2 Benzene. I1-(2.4-cvclopentadien-... 168 C13H12 002320-32-3 76
3 Naphthalene. 1-(2-propenvl)- 168 C13H12 002489-86-3 50
4 1.2.4-Trimethoxvbenzene 168 C9H1203 000135-77-3 38
5 4-Methoxy-2-methyl-1-(methylthio... 168 C9H120S 022583-04-6 38
Abundance Scan 2283 (16.701 min): BG032816.D (-2272) (-) m/z 168.00 100.00%
5000
115 128139 16.40 16.60 16.80 17.00
ol 2 180 198 m/z 153.05  86.71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36895: 1-1sopropenylnaphthalene
153
168
5000
16.40 16.60 16.80 17.00
m/z 167.00 46.97%
oL 27 30 5L 85 gy 105126130 | |
s 2o e 8 100 3o 10 0 180 200
Abundance
16.40 16.60 16.80 17.00
5000 m/z 152.00 44 _17%
104114 o0 141
e S L S L UL L WL B S W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36908: Naphthalene, 1-(2-propenyl)- e EammEaa et
153 168 16.40 16.60 16.80 17.00
m/z 165.00 41.67%
5000 115
83 141
28 39 51 128
0 ..1‘.1, P .‘,“.‘.‘.M‘,H.“a‘. ST -U- . .‘. W” MM Y B W
m/z--> 20 40 60 80 100 120 140 160 180 200 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022618\
Data File : BG032816.D

Aca On : 26 Feb 2018 10:57

Operator : SJ/JU

Sample : J1642-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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 1-Acenaphthenol, 3-methylam... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.24 6.68 ng 383193 Phenanthrene-d10 18.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Acenaphthenol. 3-methvlamino- 199 C13H13NO 1000129-22-6 72
2 1(2H)-Acenaphthvlenone 168 C12H80 002235-15-6 60
3 Cvclobutaldelnaphthalene 140 C11H8 024973-91-9 55
4 1H-Inden-1-one. 4.7-difluoro-2.3... 168 C9H6F20 130408-16-1 50
5 7(4H)-Benzothiazolone, 2-amino-5... 168 C7H8N20S 017583-10-7 47
Abundance Scan 2375 (17.241 min): BG032816.D (-2370) (-) m/z 140.05 100.00%
140 168
5000
4> 63 8 110 184 17.00 17.20 17.40 17.60
o et ekl b e b 200 oy || M/z 139.05  86.41%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #60512: 1-Acenaphthenol, 3-methylamino-
140 168
5000 70
17.00 17.20 17.40 17.60
199 m/z 167 .95 83.52%
OIIII\”MIlew“”Ihlll”l\nwllnhl | ”\‘” . Illl?”‘”” ERAARARESRAEANEARSEREAR R
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
140 168
' 17.00 17.20 17.40 17.60
5000 m/z 127 .05 30.43%

69
50 87 113

%

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #18083: Cyclobuta[de]naphthalene R e At
140 17.00 17.20 17.40 17.60
m/z 84.05 16.52%
5000
63 84 113
Ol prrrr bR e e A
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 17.00 17.20 17. 40 17. 60

8270-BG022118.M Tue Feb 27 11:09:58 2018 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022618\
Data File : BG032816.D

Aca On : 26 Feb 2018 10:57

Operator : SJ/JU

Sample : J1642-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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 15 2-Naphthalenol, 1-amino- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
18.07 5.92 ng 339491 Phenanthrene-d10 18.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Naphthalenol. 1-amino- 159 C10HSNO 002834-92-6 87
2 2(1H)-Ouinolinone. 3-methvl- 159 C10HSNO 002721-59-7 80
3 5-Amino-1-naphthol 159 C10HSNO 000083-55-6 72
4 2(1H)-Ouinolinone. 1-methvl- 159 C10HSNO 000606-43-9 72

5 1-Naphthalenol, 2-amino- 159 C10H9NO 000606-41-7 72

Abundance Scan 2516 (18.070 min): BG032816.D (-2512) (-) m/z 159.05 100.00%
139
5000 130
63 B 17.80 18.00 18.20 18.40
42 77 | 103 118 | 4.4 183 198 : : :
Obrrrrrrtrsers bty et R g 299 198 212224 1 07930 05 44.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #30429: 2-Naphthalenol, 1-amino-
159
130
5000
17.80 18.00 18.20 18.40
m/z 89.05 17.69%
51 65 77 gg 114
0 27 39 i \\5 \‘\ 88 ‘ A “ 141 H
i A e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
159
R A e A
17.80 18.00 18.20 18.40
5000 130 m/z 160.05 11.15%
5163 77 g9 103 137 M
O B e B s A Wi
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #30396: 5-Amino-1-naphthol
159 17.80 18.00 18.20 18.40
m/z 131.05 9.76%
130
5000
103
ol 273951 6 "Tgo " ° 118 | 141
i A L e B S A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 17.80 18.00 18.20 18.40

8270-BG022118.M Tue Feb 27 11:09:58 2018
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022618\
Data File : BG032816.D

Aca On : 26 Feb 2018 10:57

Operator : SJ/JU

Sample : J1642-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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 Acridine Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

18.46 6.73 ng 385927 Phenanthrene-d10 18.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acridine 179 C13HO9N 000260-94-6 97
2 Phenanthridine 179 C13HO9N 000229-87-8 94
3 Benzolhlauinoline 179 C13HON 000230-27-3 91
4 9H-Fluoren-9-imine 179 C13HO9N 004440-33-9 90
5 Benzo[h]isoquinoline 179 C13HSN 000229-71-0 90

Abundance Scan 2582 (18.457 min): BG032816.D (-2577) (-) m/z 179.05 100.00%

179
5000 J\j\J\\

M 1820 1840 18.60 18.80

89 152
51 63 76 °7 101113 126
3 140 jiies L 200212 m/z 178.05 21.83%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #44869: Acridine
179

5000 R e EEEEREmmme]
18. 20 18. 40 18 60 18. 80

m/z 180.00 14.27%

oL 27 39 50 63 76 89 101113 126 140%%! 164 |
T
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance

179

1820 1840 1860 18.80
5000 m/z 152.00 11.59%

76 151
27 39 51 63 89 102113 126 140" 164

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #44875: Benzo[h]quinoline AR
179 18.20 18.40 18.60 18.80

m/z 151.05 11.00%

5000

27 39 51 63 76 89 101113126 139151 164 ||

m/z--> 20 40 60 80 100 120 140 160 180 200 220 18. 20 18. 40 18 60 18. 80

8270-BG022118.M Tue Feb 27 11:09:59 2018 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022618\
Data File : BG032816.D

Aca On : 26 Feb 2018 10:57

Operator : SJ/JU

Sample : J1642-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 17 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.08 14.12 ng 809451 Phenanthrene-d10 18.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 78
3 Tridecanoic acid 214 C13H2602 000638-53-9 70
4 Dodecanoic acid 200 C12H2402 000143-07-7 70
5 Tetradecanoic acid 228 C14H2802 000544-63-8 50

Abundance Scan 2688 (19.080 min): BG032816.D (-2681) (-) m/z 73.00 100.00%

43 B
51 182
5000

18.80 19.00 19.20 19.40

0! m/z 60.05 90.24%
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 LI B N N I B B N B B

1 1 I T
18.80 19.00 19.20 19.40

83
m/z 43.05 89.18%
213
JH, 143157171185199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
57 A EE e
18.80 19.00 19.20 19.40
5000 129 m/z 57.05 70.95%
29 g7
115 | 143 199 242
101 157171185
ol15 irl 2132927
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72647: Tridecanoic acid R AR ERARE
73 18.80 19.00 19.20 19.40
m/z 181.95 69.72%
43 5
5000
04
m/z--> 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022618\
Data File : BG032816.D

Aca On : 26 Feb 2018 10:57

Operator : SJ/JU

Sample : J1642-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 18 2-Hydroxyfluorene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

19.22 7.42 ng 425116 Phenanthrene-d10 18.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hvdroxvfluorene 182 C13H100 002443-58-5 83
2 9H-Fluoren-9-ol 182 C13H100 001689-64-1 45
3 Dibenzofuran. 4-methvl- 182 C13H100 007320-53-8 45
4 3-(1-NaphthvDacrvlaldehvde 182 C13H100 001504-73-0 38
5 9H-Xanthene 182 C13H100 000092-83-1 38

Abundance Scan 2712 (19.221 min): BG032816.D (-2707) (-) m/z 182.05 100.00%

182
5000

19.00 19.20 19.40 19.60
| 96 212 232 262 281 m/z 180.95 67.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #47250: 2-Hydroxyfluorene
182
5000
152 19.00 19.20 19.40 19.60
76 o1 m/z 178.05 52.36%
T T e T e T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
181
T [T e e
19.00 19.20 19.40 19.60
5000 m/z 152.05 43_.17%
152
oL18 51 7690 111126 166
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #47252: Dibenzofuran, 4-methyl- e R B e Lt
182 19.00 19.20 19.40 19.60
m/z 153.05 18.31%
5000
76 o1 152
O B LT La8  el N ee
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022618\
Data File : BG032816.D

Aca On : 26 Feb 2018 10:57

Operator : SJ/JU

Sample : J1642-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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 4H-Cyclopenta[def]phenanthrene Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
19.32 9.75 ng 559085 Phenanthrene-d10 18.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 97
2 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 72
3 Phenol. 4-(2-thienvimethvl)- 190 C11H100S 091680-55-6 45
4 2.2"-Bis(4.5-dimethvlimidazole) 190 C10H14N4 069286-06-2 45
5 Cyclohexanone, 2-(2-furanylmethy... 190 C12H1402 056053-07-7 27
Abundance Scan 2729 (19.321 min): BG032816.D (-2720) (-) m/z 190.05 100.00%
0

5000

-

19.00 19.20 19.40 19.60
263
o 204 228 289278 | "m/z 189.05 91.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
1

%

5000
19.00 19.20 19.40 19.60

m/z 94.45 21.88%

110123137 163

0 R RN S AR m!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
189
R R A RmEmsmmsss
19.00 19.20 19.40 19.60
5000 m/z 186.95 20.15%
94
81 163

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #52871: Phenol, 4-(2-thienylmethyl)- L e A
190 19.00 19.20 19.40 19.60

m/z 190.95 19.04%

:

5000

97

157 173
27 45 63 17 4

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19. OO 19 20 19. 40 19 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022618\
Data File : BG032816.D

Aca On : 26 Feb 2018 10:57

Operator : SJ/JU

Sample : J1642-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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 2-Propenenitrile, 3-phenyl-._._. Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.13 10.68 ng 688135 Chrysene-di12 22.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propenenitrile. 3-phenvl-. (E)- 129 C9H7N 001885-38-7 46
2 3-Ouinolinecarbonitrile. 4-amino... 185 C10H7N30 1000338-36-1 43
3 Benzeneacetonitrile. .alpha.-met... 129 C9H7N 000495-10-3 41
4 l1soaquinoline 129 C9H7N 000119-65-3 41
5 Benzonitrile, 4-ethenyl- 129 CO9H7N 003435-51-6 41
Abundance Scan 3037 (21.130 min): BG032816.D (-3032) (-) m/z 156.95 100.00%
129 1%7
185
5000
s 78 ) Po/80 2100 7120 2140 |
0 el 208220201 278 85 7z 129.05 83.96%
m/z--> 50 100 150 200 250 300 350
Abundance #13079: 2-Propenenitrile, 3-phenyl-, (E)-
129
5000 NUMBULUAR AR ARSI
102 20.80 21.00 21.20 21.40
51 m/z 185.05 72 .79%
0..2?.......|........|....|.
m/z--> 150 200 250 300 350
Abundance
185
157
20.80 21.00 21.20 21.40
5000 m/z 128.00 21.67%
119 f
39 65 102
140
L A S L L IS WL
m/z--> 50 100 150 200 250 300 350
Abundance #13081: Benzeneacetonitrile, .alpha.-methylene- T T T T
129 20.80 21.00 21.20 21.40
m/z 102.00 19.65%
5000
102
51
8 | 4 | |
0 e

’ T
m/z--> 50 100 150 200 250 300 350 20.80 21.00 21.20 21.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022618\
Data File : BG032816.D

Acq On : 26 Feb 2018 10:57

Operator : SJ/JU

Sample - J1642-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG022118_.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... 3.62 58.1 ng 1471890 1 8.93 506288 20.0
unknown8 .44 8.44 89.8 ng 2273980 1 8.93 506288 20.0
Indane 9.32 11.4 ng 288218 1 8.93 506288 20.0
Benzo[c]thiophene... 12.89 5.4 ng 206963 2 11.81 765182 20.0
Benzo[b]thiophene... 13.31 5.8 ng 221097 2 11.81 765182 20.0
Naphthalene, 1-me... 13.63 41.4 ng 1583030 2 11.81 765182 20.0
Naphthalene, 2,7-... 14.72 6.3 ng 293868 3 15.54 935082 20.0
Naphthalene, 2,3-... 14.87 9.3 ng 436598 3 15.54 935082 20.0
Naphthalene, 1,3-... 15.10 5.3 ng 250012 3 15.54 935082 20.0
Hexadecane 16.32 5.5 ng 257869 3 15.54 935082 20.0
1-Isopropenylnaph... 16.70 7.3 ng 340559 3 15.54 935082 20.0
1-Acenaphthenol, ... 17.24 6.7 ng 383193 4 18.27 1146570 20.0
2-Naphthalenol, 1... 18.07 5.9 ng 339491 4 18.27 1146570 20.0
Acridine 18.46 6.7 ng 385927 4 18.27 1146570 20.0
n-Hexadecanoic acid 19.08 14.1 ng 809451 4 18.27 1146570 20.0
2-Hydroxyfluorene 19.22 7.4 ng 425116 4 18.27 1146570 20.0
4H-Cyclopenta[def... 19.32 9.8 ng 559085 4 18.27 1146570 20.0
2-Propenenitrile, ... 21.13 10.7 ng 688135 5 22.63 1288780 20.0
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