LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094891.D

Acq On : 5 May 2017 00:23

Operator : SJ/MA

Sample : 12916-01

Misc :

ALS Vial : 19 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_F\METHODS\8270-BF050217 .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 5.025 520 525 541 rBV 234715 481438 17.70% 1.574%
2 5.666 630 634 653 rBVY 1389587 2005934 73.74% 6.557%
3 7.266 901 906 921 rBV 1462224 2064573 75.90% 6.749%
4 7.384 921 926 946 rVB 1720077 2252484 82.80% 7.363%
5 7.719 979 983 995 rVvB 404591 462906 17.02% 1.513%
6 7.960 1018 1024 1037 rVB2 1458567 2720301 100.00% 8.892%
7 8.436 1101 1105 1114 rVB 44915 53578 1.97% 0.175%
8 8.619 1130 1136 1155 rBV 1134254 1389851 51.09%  4.543%
9 9.613 1300 1305 1309 rvB2 27847 39154 1.44% 0.128%
10 9.742 1322 1327 1339 rBVY 536883 680389 25.01% 2.224%

11 10.407 1436 1440 1458 rBvV 56665 150120 5.52% 0.491%
12 11.513 1623 1628 1642 rBV 1779443 2061518 75.78% 6.739%

13 11.619 1642 1646 1650 rBV 39331 41545 1.53% 0.136%
14 12.042 1710 1718 1723 rBV3 24649 36346 1.34% 0.119%
15 12.201 1740 1745 1751 rBV 199877 258681 9.51% 0.846%
16 12.483 1789 1793 1797 rBV 59592 69730 2.56% 0.228%
17 12.566 1803 1807 1814 rBV2 582146 763538 28.07% 2.496%
18 12.677 1823 1826 1831 rVB 38587 44822 1.65% 0.147%

19 12.819 1845 1850 1857 rBV 114915 173891 6.39% 0.568%
20 12.877 1857 1860 1865 rVB 96647 104276 3.83% 0.341%

21 13.201 1909 1915 1918 rBvV4 20747 31171 1.15% 0.102%
22 13.413 1948 1951 1955 rBV 34537 47134 1.73% 0.154%
23 13.530 1967 1971 1976 rBv4 26380 37185 1.37% 0.122%
24 13.583 1976 1980 1984 rvv4 26876 36680 1.35% 0.120%
25 13.642 1988 1990 1997 rVB7 16597 28746 1.06% 0.094%

26 13.783 2004 2014 2020 rBV7 48821 102754 3.78% 0.336%
27 13.866 2023 2028 2039 rVV 1051038 1437691 52.85% 4_700%
28 13.960 2039 2044 2052 rVVv8 46271 114372 4._.20% 0.374%
29 14.101 2063 2068 2071 rBV 203505 241227 8.87% 0.789%

30 14.130 2071 2073 2079 rVV5 21985 35020 1.29% 0.114%
31 14.189 2079 2083 2085 rVv2 45689 58088 2.14% 0.190%
32 14.213 2085 2087 2092 rVB4 27951 31456 1.16% 0.103%
33 14.507 2132 2137 2140 rBV3 21805 30376 1.12% 0.099%
34 14.618 2151 2156 2160 rBV2 66591 87679 3.22% 0.287%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094891.D

Acq On : 5 May 2017 00:23

Operator : SJ/MA

Sample : 12916-01

Misc :

ALS Vial : 19 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_F\METHODS\8270-BF050217 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.701 2166 2170 2176 rVB5 24208 41014 1.51% 0.134%
36 14.760 2176 2180 2186 rVB 78039 97696 3.59% 0.319%
37 14.842 2190 2194 2197 rBV3 43166 60269 2.22% 0.197%
38 14.901 2197 2204 2205 rBvV4 30204 56577 2.08% 0.185%
39 14.918 2205 2207 2210 rVB 33896 33347 1.23% 0.109%

40 14.971 2210 2216 2220 rBV2 673440 940199 34.56% 3.073%

41 15.007 2220 2222 2226 rVB 107294 110507 4._.06% 0.361%
42 15.130 2240 2243 2247 rVB3 27655 35883 1.32% 0.117%
43 15.183 2247 2252 2259 rBVY 445832 673078 24.74% 2.200%
44 15.283 2264 2269 2275 rVBS8 47191 123450 4._.54% 0.404%
45 15.507 2303 2307 2312 rBVS 17783 32056 1.18% 0.105%

46 15.660 2328 2333 2347 rVB 740043 1159274 42.62% 3.790%
47 15.812 2353 2359 2367 rBVY 289842 413919 15.22% 1.353%

48 15.877 2367 2370 2373 rVV5 22800 29598 1.09% 0.097%
49 15.936 2373 2380 2387 rVB4 248696 372940 13.71% 1.219%
50 16.318 2442 2445 2455 rVB9 19987 41035 1.51% 0.134%
51 16.518 2476 2479 2483 rBV5 25813 43353 1.59% 0.142%

52 16.618 2492 2496 2501 rVB3 72041 109196 4.01% 0.357%
53 16.748 2515 2518 2522 rBV 110608 127457 4.69% 0.417%
54 17.024 2562 2565 2567 rBvV4 30352 37185 1.37% 0.122%
55 17.054 2567 2570 2574 rVB 105615 118862 4._.37% 0.389%

56 17.295 2604 2611 2614 rBV2 1557188 2609324 95.92% 8.530%
57 17.318 2614 2615 2620 rVB 156299 143464 5.27% 0.469%
58 17.465 2636 2640 2643 rBV 119019 138441 5.09% 0.453%
59 17.712 2675 2682 2683 rVVv4 36379 77442 2.85% 0.253%
60 17.742 2684 2687 2694 rVB4 108836 167466 6.16% 0.547%

61 17.912 2713 2716 2719 rBV5 30355 30336 1.12% 0.099%
62 18.418 2799 2802 2807 rVB6 30253 32780 1.21% 0.107%
63 18.465 2808 2810 2814 rBvV4 45681 47510 1.75% 0.155%

64 18.536 2818 2822 2829 rBV2 283171 489452 17.99% 1.600%
65 18.636 2834 2839 2843 rVV 574800 718524 26.41% 2.349%

66 18.701 2847 2850 2854 rVB 61494 65672 2.41% 0.215%
67 19.253 2941 2944 2948 rBV6 34310 51536 1.89% 0.168%
68 19.336 2952 2958 2966 rBV2 331809 618118 22.72% 2.021%
69 19.771 3029 3032 3038 rVB 58065 70346 2.59% 0.230%

70 20.059 3077 3081 3083 rBV 209575 271672 9.99% 0.888%
71 20.083 3083 3085 3099 rVB3 219152 380560 13.99% 1.244%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094891.D

Acq On : 5 May 2017 00:23

Operator : SJ/MA

Sample : 12916-01

Misc :

ALS Vial : 19 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_F\METHODS\8270-BF050217 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 20.247 3110 3113 3116 rVvVv 51220 50245 1.85% 0.164%
73 20.300 3117 3122 3132 rVB 476243 679614 24.98% 2.222%
74 20.400 3137 3139 3144 rBV6 28335 33061 1.22% 0.108%
75 20.571 3165 3168 3176 rVB4 53865 72401 2.66% 0.237%
76 20.777 3199 3203 3207 rBV2 100519 130858 4._.81% 0.428%
77 20.824 3208 3211 3215 rBV3 49911 74080 2.72% 0.242%
78 21.277 3283 3288 3293 rBV6 34296 68549 2.52% 0.224%
79 21.442 3313 3316 3327 rVBS8 48459 95718 3.52% 0.313%
80 21.606 3339 3344 3347 rBV3 26135 46460 1.71% 0.152%

81 22.106 3425 3429 3435 rVB5 68576 122182 4._.49% 0.399%
82 22.318 3460 3465 3474 rVBS8 59275 146181 5.37% 0.478%
83 22.506 3491 3497 3510 rVB8 104541 254215 9.35% 0.831%
84 23.747 3703 3708 3717 rVB10 30324 73325 2.70% 0.240%

Sum of corrected areas: 30591081
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF050417\

BF094891.D

5 May 2017 00:23

SJ/MA

12916-01

19 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L
LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094891.D

Acq On : 5 May 2017 00:23

Operator : SJ/MA

Sample - 12916-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.02 20.80 ng 481438 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 53
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
5 Butane, l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 524 (5.019 min): BF094891.D (-520) (-) m/z 43.00 100.00%

43
59
5000
101

53 83 | 460 4.80 500 520 5.40
Ol e | M/Z 59.00 61.83%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000

4.60 4.80 5.00 5.20 5.40

59 m/z 101.10 22.47%
101
0 21 37| 53 ‘ 67 77 83 o1 |
L B B o il A e e R B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
e
460 4.80 5.00 5.20 5.40
5000 m/z 58.10 15.66%
41
53 73 86
o) MRS 1714 ML M. I FANEEME  SSS -  ENESE E—
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester L
43 460 480 500 520 540

m/z 41.10 9.76%

57
5000
29 101
o 15 Y 51 73 83 95

m/z--> 10 20 30 40 50 60 70 80 90 100 110 460 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094891.D

Acq On : 5 May 2017 00:23

Operator : SJ/MA

Sample - 12916-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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 unknown7.38 Concentration Rank 2

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

7.38 97.32 ng 2252480 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 925 (7.378 min): BF094891.D (-921) (-) m/z 132.00 100.00%
5000 68
0 4 sig || 75 4 o 108 Th 7o 740 Tk 7o
O R B e e T A m/z 68.05 39.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R AR AR R
7.00 7.20 7.40 7.60 7.80
3 78 m/z 134.00 31.61%
1 33 ‘
0'W'”'P'”I”J“'h'P'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
7.00 7.20 7.40 7.60 7.80
5000 67 m/z 66.10 22.72%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmwﬁwmm‘ﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 N
Abundance #14491: 5-Aminoindole R mma e R

132 7.00 7.20 7.40 7.60 7.80
m/z 69.10 14.90%

5000
104
51 66
14 27 37 44 58 89 97 || 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60 7.80

77

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094891.D

Acq On : 5 May 2017 00:23

Operator : SJ/MA

Sample - 12916-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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 4 Phenol, 4-(2-propenyl)- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
10.41 4.41 ng 150120 Naphthalene-d8 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 4-(2-propenyl)- 134 C9H100 000501-92-8 90
2 Isophthalaldehyde 134 C8H602 000626-19-7 72
3 Benzaldehyde, 2-ethyl- 134 C9H100 022927-13-5 70
4 Benzaldehyde, 4-ethyl- 134 C9H100 004748-78-1 68
5 Benzaldehyde, 2,4-dimethyl- 134 C9H100 015764-16-6 64

Abundance Scan 1441 (10.413 min): BF094891.D (-1436) (-) m/z 134.10 100.00%
134
107
5000
3|9 5|1| 65 || o 9|1 ‘ 11|T 10.00 10.20 10.40 10.60 10.80
o R PR 1 AT A A 1 1 T m/z 133.00 87.70%
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15295: Phenol, 4-(2-propenyl)-
134
107
5000 77 AU B AN
39 10.00 10.20 10.40 10.60 10.80
27 ‘ 51 91 15 m/z 107.10 52.92%
0..“rﬁﬁnﬂﬁ.“1ﬁh.lm%ﬁﬂﬂw“rﬂtﬁfqhh..tﬁlnwm.”.ﬂ‘”,”
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
134
A A
105 10.00 10.20 10.40 10.60 10.80
5000 o 77 m/z 105.00 30.60%
0 29 39 63 86
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15288: Benzaldehyde, 2-ethyl- T
133 10.00 10.20 10.40 10.60 10.80
m/z 77.00 27 .25%
5000 91 105
" 115
0 'W""P"'I“'??'“'?ﬁ"W'?f'v"hl“"wl'“lj‘hl'jm“"“l'"W" AR SRR LN SUGILN BN
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 10.00 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094891.D

Acq On : 5 May 2017 00:23

Operator : SJ/MA

Sample - 12916-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\DATABASENNIST11.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 5 Naphthalene, 1,2,3,4,4a,5,6... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.82 4_.55 ng 173891 Acenaphthene-d10 12.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,2,3,4,4a,5,6,8a-0... 204 C15H24 039029-41-9 95
2 .gamma.-Muurolene 204 C15H24 030021-74-0 93
3 Bicyclo[4.4.0]dec-1-ene, 2-isopr... 204 C15H24 150320-52-8 91
4 1H-Cyclopenta[l,3]cyclopropa[l,2... 204 C15H24 013744-15-5 91
5 1H-Cyclopropa[a]naphthalene, la,... 204 C15H24 017334-55-3 90
Abundance Scan 1850 (12.819 min): BF094891.D (-1845) (-) m/z 161.10 100.00%
161
5000
o 91 105 ;9
133
55 67 148 176 189 204 12.60 12.80 13.00 13.20
o m/z 105.00 40.53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64559: Naphthalene, 1,2,3,4,4a,5,6,8a-octahydro-7-methyl-...
161
5000
3 105 12.60 12.80 13.00 13.20
p— 133 204 m/z 91.10 36.35%
67
7 | m R
OIII\I\II‘I‘II‘I‘III\U 1 Mlu‘uu‘:‘l‘ ‘uullu‘luu||||||||||||‘||
m/z--> 20 40 60 120 140 160 180 200
Abundance
161
12.60 12.80 13.00 13.20
5000 " 93105119 m/z 119.10 34 .79%
79
55 g 133 204
. 27 148 175 189
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #64426: Bicyclo[4.4.0]dec-1-ene, 2-isopropyl-5-methyl-9-me...
161 12.60 12.80 13.00 13.20
m/z 79.10 27.22%
5000
105 110
41 204
55 79
o2 L i HH I A I
m/z--> 20 40 120 140 160 180 200 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094891.D

Acq On : 5 May 2017 00:23

Operator : SJ/MA

Sample - 12916-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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 Naphthalene, 1,6-dimethyl-4_._._. Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
14.10 5.13 ng 241227 Phenanthrene-d10 14 .97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Naphthalene, 1,6-dimethyl-4-(1-m... 198 C15H18 000483-78-3 96
2 6-1sopropyl-1,4-dimethylnaphthalene 198 C15H18 000489-77-0 91
3 Azulene, 1,4-dimethyl-7-(1-methy... 198 C15H18 000489-84-9 87
4 Cyclopropane, 1,1,2,2-tetramethy... 198 C15H18 1000264-08-5 64
5 2-Biphenylamine, 3-methyl- 183 C13H13N 014294-33-8 52

m/z 183.10 100.00%

Abundance Scan 2068 (14.101 min): BF094891.D (-2063) (-)

5000 168 198
133 1380 1400 14.20 14.40

43 55 71 83 o5 115 128 141 . - . .

0 105 m/z 198.20 37.56%

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

Abundance #59916: Naphthalene, 1,6-dimethyl-4-(1-methylethy!)-
183
5000 lllAlllllllllllllllll
168 198 13.80 14.00 14.20 14.40
153 m/z 168.10 36.13%
141
Lo B o W |
m/z--> 20 40 60 80 100 120 140 O 180 200
Abundance
e
13.80 14.00 14.20 14.40
5000 m/z 153.10 17.77%
153 168
ol 27 39 51 63 76 91 1o 115 128 141
L L B N L B e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59909: Azulene, 1,4-dimethyl-7-(1-methylethyl)-
183 13.80 14.00 14.20 14.40
m/z 165.10 15.33%
198
5000
153 168
128
26 39 51 63 73 8\3 11 99 1]‘-5 1 ]-\1\]- ‘ ‘ ‘ H\ 11 |
e L B B e Bana s o
m/z--> 20 40 60 80 100 120 140 160 180 200 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094891.D

Acq On : 5 May 2017 00:23

Operator : SJ/MA

Sample - 12916-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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 unknownl5.18 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.18 14.32 ng 673078 Phenanthrene-d10 14 .97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Cyclohexene-1-methanol, 2,6,6-... 154 C10H180 006627-74-3 30
2 Mequinol 124 C7H802 000150-76-5 30
3 2,2-Dimethylocta-3,4-dienal 152 C10H160 000590-71-6 27
4 Ethanone, 1-(3-methylenecyclopen... 124 C8H120 054829-98-0 27
5 Zinc, bis(2,2-dimethyl-3(cis)-(1... 310 C18H30Zn 081069-88-7 22
Abundance Scan 2251 (15.177 min): BF094891.D (-2247) (-) m/z 55.00 100.00%
69 95
5000
161 179
135 449 LU AU U BRI
01202 550 14.80 15.00 15.20 15.40
o} m/z 41.10 96.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #26852: 2-Cyclohexene-1-methanol, 2,6,6-trimethyl-
1 123
69
41
5000 93 L AR S B I B
55 14.80 15.00 15.20 15.40
27 136 m/z 109.10 93.05%
107 154
1l
o -H|N--|‘----‘|---‘-|----|----|----|--
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
109 194
81 IR SR SR BRI
14.80 15.00 15.20 15.40
5000 m/z 123.10 91.80%
53
27 39 65 95
S R L S S WL WL WL WL L B B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #25153: 2,2—Dimethylocta—3,4—dienal B L L
123 14.80 15.00 15.20 15.40
m/z 81.10 85.36%
81 95
41
27
0||||||||||| “\M M\ .:‘I-?.g.ll..l.37.].-5.1. B AR Rama e AL I BT
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.80 15.00 15.20 15.40

8270-BF050217.M Fri May 05 17:31:48 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094891.D

Acq On : 5 May 2017 00:23

Operator : SJ/MA

Sample - 12916-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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 4,4,8-Trimethyltricyclo[6.3... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.66 24 .66 ng 1159270 Phenanthrene-d10 14 .97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4,4,8-Trimethyltricyclo[6.3.1.0(... 238 C15H2602 1000191-00-6 90
2 2-(5-Methyl-3-pyrrolyl)piperidine 164 C10H16N2 1000245-18-2 43
3 1-Benzothiepin, 2,3,4,5-tetrahydro- 164 C10H12S 004370-78-9 38
4 1(3H)-Isobenzofuranone, 6-hydraz... 164 C8H8N202 1000362-60-8 38
5 5-Methoxy-2-allylphenol 164 C10H1202 1000306-52-6 30
Abundance Scan 2333 (15.660 min): BF094891.D (-2328) (-) m/z 164.10 100.00%
164
5000 41 g3 107 135
85 19 149 | 179
67
205220 o 15.40 15.60 15.80 16.00
o} m/z 135.10 45_.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #92378: 4,4,8-Trimethyltricyclo[6.3.1.0(1,5)]dodecane-2,9-dio
164
41
5000
55 193107 135 182 220 15.40 15.60 15.80 16.00
‘ 1211 150 05 | 238 m/z 41.10 45.55%
o ‘ H h\\ M‘HH “ MH‘M I"I \ e ‘.‘...l‘....‘luu
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
164
108 135 15,40 15.60 15.80 16.00
5000 m/z 107 .05 45_.08%
28 80 o 1 aar
41 55
16 67
e L R R R S RS AR SRS NN RS AR R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #33523: 1- Benzothlepln, 2,3,4,5 tetrahydro LI L I
164 1540 15.60 15.80 16.00
135 m/z 105.10 43.18%
44
0....|....|‘l.“..|‘”‘.‘A ....,...q..... e “‘... e B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 1540 15.60 15.80 16.00

8270-BF050217.M Fri May 05 17:31:48 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094891.D

Acq On : 5 May 2017 00:23

Operator : SJ/MA

Sample - 12916-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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 unknownl5.81 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.81 8.80 ng 413919 Phenanthrene-d10 14 .97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9,10-Dimethyltricyclo[4.2.1.1(2,... 196 C12H2002 174226-40-5 27
2 Undeca-3,4-diene-2,10-dione, 5,6... 222 C14H2202 090165-10-9 22
3 Acetic acid, l-methyl-3-(2,2,6-t... 250 C16H2602 1000192-25-5 12
4 Pentadecane, 1-bromo- 290 C15H31Br 000629-72-1 12
5 7-Oxabicyclo[4.1.0]heptane, 1,5-... 126 C8H140 162239-52-3 11
Abundance Scan 2359 (15.812 min): BF094891.D (-2353) (-) m/z 43.00 100.00%
48
55
‘ ! 195207220 5o 15?0 15%0 15%0 1&00 1&50
Ok m/z 137.10 48.87%
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #58054: 9,10-Dimethyltricyclo[4.2.1.1(2,5)]decane-9,10-diol
43
71
5000 R I RN SR BN
135 1540 15.60 15.80 16.00 16.20
0
7 ‘ 55 ]J8 m/z 81.10 39.60%
ok .‘;“. .‘i‘:‘.‘.H.‘, .‘U: ILHHM “\H \‘H\ m? Al \ m bl 1% SRS
mz-> 20 40 60 100 120 140 160 180 200 220 240
Abundance
43
15.40 15.60 15.80 16.00 16.20
5000 m/z 71.00 39.07%
69 g5 109123137
27 55 81 149 165179 207 299
O R o o o R S o e S
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #102515: Acetic acid, 1-methyl-3-(2,2,6-trimethyl-bicyclo[... L ma R R
43 137 15.40 15.60 15.80 16.00 16.20
m/z 93.10 34 .06%
5000 81 95
109 4
208
0 ,.%.9..‘,;. ‘ T M i) H‘ M Al ‘,‘Hll65177,19°, e 250 IV
mz-> 20 40 60 100 120 140 160 180 200 220 240 1540 15.60 15.80 16.00 16.20

8270-BF050217.M Fri May 05 17:31:49 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094891.D

Acq On : 5 May 2017 00:23

Operator : SJ/MA

Sample - 12916-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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 n-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.94 7.93 ng 372940 Phenanthrene-d10 14 .97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 n-Decanoic acid 172 C10H2002 000334-48-5 50
3 Tridecanoic acid 214 C13H2602 000638-53-9 50
4 Tetradecanoic acid 228 C14H2802 000544-63-8 49
5 Oxalic acid, cyclobutyl octadecy... 396 C24H4404 1000309-70-8 30
Abundance Scan 2381 (15.942 min): BF094891.D (-2373) (-) m/z 43.05 100.00%
48 60 73
5000 129 149
9 115 185 213 LN DU SN B I
1717 199 | 297 256 15.60 15.80 16.00 16.20
Ob el m/z 73.00  94.35Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129
15.60 15.80 16.00 16.20
m/z 60.00 78.32%
0 S ”IHH .lk.
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
a1 15.60 15.80 16.00 16.20
5000 m/z 57.10 68.69%
29 129
%7 101115 143 172
O L e ot R A s e w TN
m/z--> 25 Jo éo 85 160 150 1&0 1éo 180 200 220 250 2éo
Abundance #72647: Tridecanoic acid e AR BAEEE e o
60 73 15.60 15.80 16.00 16.20
43 m/z 55.05 67.36%
129
5000 -
143 157 214
0 |.‘l..‘i‘.‘..”l“l‘.‘l‘.‘.l B S S S R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 1560 1580 1600 16.20

8270-BF050217.M Fri May 05 17:31:50 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094891.D

Acq On : 5 May 2017 00:23

Operator : SJ/MA

Sample - 12916-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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 11 N-butyl-2,2,3,3,4,4,4-hepta... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
17.47 3.85 ng 138441 Chrysene-di12 18.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 N-butyl-2,2,3,3,4,4,4-heptafluor... 387 C17H20F7NO 1000365-85-0 50
2 9,10-Anthracenedione, 1,4-dihydr... 240 C14H804 000081-64-1 30
3 Estra-1,3,5(10),9(11)-tetraen-17... 296 C20H2402 069796-63-0 27
4 Naphtho[2,1-b]furan-4-ol, 1,2-di... 240 C16H1602 068873-20-1 25
5 Benzene, 1,3-dimethoxy-4-[(1E)-2... 240 C16H1602 1000368-46-0 22
Abundance Scan 2641 (17.471 min): BF094891.D (-2636) (-) m/z 296.20 100.00%
q
240 296
5000
91 S D I —
147165 193 21 267 30 17.20 17.40 17.60 17.80
o m/z 240.10 78.90%
m/z--> 50 100 150 200 250 300 350
Abundance #205987: N-butyl-2,2,3,3,4,4,4-heptafluoro-N-(1-methyl-2-p...
296
240
5000 R AU B SO B
o1 17.20 17.40 17.60 17.80
57 118 m/z 117.00 32.42%
0 L L | 150169 191208 | pe2 | 342
m/z--> 50 100 150 200 250 300 350
Abundance
240
17.20 17.40 17.60 17.80
5000 m/z 115.00 24 ._.03%
og 51 77 102 128 155 183 212
o= —
m/z--> 50 100 150 200 250 300 350
Abundance #141369: Estra-1,3,5(10),9(11)-tetraen-17-one, 3-methoxy-1...
296 17.20 17.40 17.60 17.80
m/z 91.10 23.19%
5000
238
. 03 115 141 165185 209 | 79
mz-> 50 100 150 200 250 300 350 17.20 17.40 17,60 17.80

8270-BF050217.M Fri May 05 17:31:51 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094891.D

Acq On : 5 May 2017 00:23

Operator : SJ/MA

Sample - 12916-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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 Dibenz[a,h]anthracene, 5,6,... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.74 4.66 ng 167466 Chrysene-di12 18.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenz[a,h]anthracene, 5,6,12,13_... 282 C22H18 000153-31-1 53
2 5,6-Dihydro-4-methyl-5-0x0-2,6-d... 282 C16H14N20S 026734-74-7 46
3 2,6-Diphenyl-4-methyl-1,4-dihydr... 297 C20H15N3 015521-04-7 43
4 2-Methyl-6-phenylpyrazolo[3,4-d]... 282 C14H10N40S 1000105-31-2 43
5 1,1"-Binaphthalene, 2,2"-dimethyl- 282 C22H18 032834-84-7 43
Abundance Scan 2687 (17.742 min): BF094891.D (-2684) (-) m/z 282.10 100.00%
242
117

5000

17.40 17.60 17.80 18.00

0 m/z 117.05 71.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129542: Dibenz[a,hlanthracene, 5,6,12,13-tetrahydro-
282
5000
265 17.40 17.60 17.80 18.00
m/z 91.05 33.07%
139 202 239
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
121 282
R B
17.40 17.60 17.80 18.00
5000 m/z 115.00 31.39%
77 177
104
ol 28 51 146161 205221 249 267
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #142073: 2,6-Diphenyl-4-methyl-1,4-dihydropyridine-3,5-dic... Sl R e s e e e
282 17. 40 17. 60 17. 80 18 00

m/z 298.15 26.52%

5000
77 5
o2 St 100 127 152 179 204 227 255 | 298
R R A e e L

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 17.40 17.60 17.80 18.00

8270-BF050217.M Fri May 05 17:31:52 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094891.D

Acq On : 5 May 2017 00:23

Operator : SJ/MA

Sample - 12916-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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 n-Nonadecanol-1 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.54 13.62 ng 489452 Chrysene-di12 18.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 93
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 91
4 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 91
5 1-Heptacosanol 396 C27H560 002004-39-9 90

Abundance Scan 2823 (18.542 min): BF094891.D (-2818) (-) m/z 57.10 100.00%

3

5000 4

i

18.20 18.40 18.60 18.80
m/z 83.05 90.66%

182197 229 252

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131391: n-Nonadecanol-1
55
4
5000 T[T I T[T rrr[rrrrprrror
18.20 18.40 18.60 18.80
m/z 43.05 86.57%
ok B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55 83
R e o e S Emaa
a1 18.20 18.40 18.60 18.80
5000 111 m/z 55.10 85.89%
ol 28 19154 187 210 238 266 204 rw%‘myf,qﬁﬁymdﬂ\VkJ\WVVvN,AﬂV
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
T T T T T

Abundance #194133: Dichloroacetic acid, heptadecy! ester LA B
18.20 18.40 18.60 18.80

m/z 97.10 78 .36%

5000

%

154169 191 210 238 2g6 295
MMM
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1820 18.40 18.60 1880

8270-BF050217.M Fri May 05 17:31:52 2017

Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094891.D

Acq On : 5 May 2017 00:23

Operator : SJ/MA

Sample - 12916-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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 5-Octadecene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.34 17.21 ng 618118 Chrysene-d12 18.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Octadecene, (E)- 252 C18H36 007206-21-5 93
2 Hexatriacontyl pentafluoropropio... 669 C39H73F502 1000351-89-0 91
3 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
4 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 90
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 90
Abundance Scan 2959 (19.342 min): BF094891.D (-2952) (-) m/z 57.10 100.00%
57
5000 “ M\//\—“/\
RUNNSUNSUSUULS SRS
39 19.00 19.20 19.40 19.60
0....,....,....,..1??2.1.§.,2.‘3.5..,....,....,....,....,....,....,....,.. m/z 43.05 80.24%
m/iz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #104186: 5-Octadecene, (E)-
55
5000 97 JRUMAAR RN RN SRS I

19.00 19,20 19.40 19.60
m/z 83.10 77.70%

2 11

o ;39 181 252
o w'“ T e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
57
AR e e
97 19.00 19.20 19.40 19.60
5000 m/z 55.10 69.63%
139
o 20 181 222 264 306 348 391 432 504 549 650
mﬂmﬁmmwwmm
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #222139: Nonadecy! pentafluoropropionate N BaEas
97 o7 19.00 19.20 19.40 19.60
m/z 97.10 67.20%
5000
39
o |1 182 220 266 311 412
LA e e A AAARS L RARS BEEE S L AR e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 19.00 19.20 19.40 19.60

8270-BF050217.M Fri May 05 17:31:53 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094891.D

Acq On : 5 May 2017 00:23

Operator : SJ/MA

Sample - 12916-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.06 7.99 ng 271672 Perylene-di12 20.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Dodecane, 2-methyl- 184 C13H28 001560-97-0 93
3 Docosane 310 C22H46 000629-97-0 91
4 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 90
5 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 90
Abundance Scan 3081 (20.059 min): BF094891.D (-3077) (-) m/z 57.10 100.00%
57
85
5000
4 113 " 19'30 20,00 20.20 20.40
141 169 19.80 20.00 20.20 20.40
0 ,,| WL M 169 107 218 239058 282 309 | ot g 6T 4 a0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129490: Eicosane
57
85
5000 LI I BURILN LI B
4 19.80 20.00 20.20 20.40
113 m/z 43.10 59.31%
141
ol | L LMt 160 197 295 o5y 282
m/z--> ﬁ&&mm@mmmmmmmmmﬁ
Abundance
57
85 ' 10.80 20.00 20.20 20.40
5000 a m/z 85.10 58.17%
141
ol15 13 169,85
m@wﬁmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #153223: Docosane R R A
57 19.80 20.00 20.20 20.40
m/z 55.05 22.62%
- 1 W\N\’\MJ‘I\\W\NW
4 113
0 LT M aertes 211 239 267 310
m/z--> 20 40 6|0 80 100 120 140 160 180 200 220 240 260 280 300 320 19.80 20.00 20.20 20.40

8270-BF050217.M Fri May 05 17:31:54 2017 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094891.D

Acq On : 5 May 2017 00:23

Operator : SJ/MA

Sample - 12916-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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 unknown20.08 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.08 11.20 ng 380560 Perylene-di12 20.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 43
2 n-Nonadecanol-1 284 C19H400 001454-84-8 38
3 n-Heptadecanol-1 256 C17H360 001454-85-9 30
4 Cyclotetradecane 196 C14H28 000295-17-0 25
5 Triallylmethylsilane 166 C10H18Si 001112-91-0 25
Abundance Scan 3085 (20.083 min): BF094891.D (-3083) (-) m/z 97.10 100.00%
5000
11980 20.00 20.20 20140
obr—— m/z 83.05 86.16%
m/z--> 50 100 150 200 250 300 350 400
Abundance #151538: 1-Docosene
55
97
5000 LR NN SUNA B
29 19.80 20.00 20.20 20.40
L 125 m/z 55.00 85.78%
0 : .“.‘ ‘.‘ll‘. H. IHI\H\I J .‘L. \|1|53| |1§1| BRARERaEE T |3O.8. —
m/z--> 50 100 150 200 250 300 350 400
Abundance
55 83
11980 20.00 20.20 20140
5000 111 m/z 69.10 71.66%
29
o 139 168 195 238 266
m/z--> 55 160 1éo 260 250 360 3%0 460
Abundance #107662: n-Heptadecanol-1 N B A EEREE Ea S
55 83 19.80 20.00 20.20 20.40
m/z 317.20 55.68%
5000 111
29
0 L‘ I 1\ b \{1:39 ‘168 2:!'0 238
m/z--> 55 160 1éo 260 250 360 3%0 460 19.80 20.00 20.20 20.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094891.D

Acq On : 5 May 2017 00:23

Operator : SJ/MA

Sample - 12916-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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 Hexacosane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

20.78 3.85 ng 130858 Perylene-d12 20.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 91
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Heptacosane 380 C27H56 000593-49-7 90

Abundance Scan 3204 (20.783 min): BF094891.D (-3199) (-) m/z 57.10 100.00%

57
85
5000

141 168 199217237 261 295 20.40 20.60 20.80 21.00 21.20
O m/z 71.10 69.04%

m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57

5000 85 .
2040 20,60 20.80 21.00 21.20

m/z 85.10 58.56%
‘ h\ ‘\ ‘\‘ i

29
JT L) M3 141 169 197 225 253 295 323 367
SN TR Rini LA LA R
miz--> 50 100 150 200 250 300 350
Abundance
43

71 20. 40 20 60 20. 80 21. 00 21. 20
5000 m/z 43.10 54 _.65%
R 127
o 155 183202 225 253 295 337
s A e LA H s

m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl- L B e
57 20. 40 20 60 20. 80 21. 00 21. 20

m/z 55.00 22 .35%

5000 85

113
o3 } |4 77 4 169 197 % 267 204 323 a2

T
m/z--> 50 100 150 200 250 300 350 20. 40 20 60 20. 80 21. 00 21. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094891.D

Acq On : 5 May 2017 00:23

Operator : SJ/MA

Sample - 12916-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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 unknown22.11 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
22.11 3.60 ng 122182 Perylene-d12 20.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-(2,4,4-Trimethyl-bicyclo[4.1.0... 206 C14H220 1000194-96-6 35
2 D-Homopregn-17a(20)-ene, (5-.alph... 300 C22H36 054482-44-9 25
3 1,1,4a-Trimethyl-5,6-dimethylene... 204 C15H24 1000193-60-8 22
4 1H-Cycloprop[e]azulene, la,2,3,4... 204 C15H24 000489-40-7 20
5 Coumarin, 3,4-dihydro-4,4,6,8-te... 204 C13H1602 249629-60-5 15
Abundance Scan 3430 (22.112 min): BF094891.D (-3425) (-) m/z 204.20 100.00%
4
5000
21.80 22.00 22.20 22.40
0 m/z 133.05 84 _.51%
m/z--> 50 100 150 200 250 300 350 400
Abundance #66162: 4-(2,4,4-Trimethyl-bicyclo[4.1.0]hept-2-en-3-yl)-b...
133
5000 AU BARAR
21/80 22.00 22.20 22.40
‘ 206 m/z 55.00 70.04%
m/z--> 50 100 150 200 250 300 350 400
Abundance
300
230 21:80 22.00 22.20 22.40
5000 95 271 m/z 205.10 68.77%
41 eg | Pl 1g9 189
0"'I""I""I""""""""I""I"'
m/z--> 50 100 150 200 250 300 350 400
Abundance #64407: 1,1,4a-Trimethyl-5,6-dimethylenedecahydronaphthalene e A RAmEE e ,r
204 21.80 22.00 22.20 22.40
a 91 133 m/z 147.10 67 .79%
5000 69 161
0 'ﬂ"L'I""I""I""I""I"' NSNS SN SRR
m/z--> 50 100 150 200 250 300 350 400 21'80 22.00 22.20 22.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094891.D

Acq On : 5 May 2017 00:23

Operator : SJ/MA

Sample - 12916-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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 unknown23.32 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
22.32 4.30 ng 146181 Perylene-di12 20.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Azulenemethanol, 1,2,3,4,5,6,7... 264 C17H2802 000134-28-1 47
2 2H-Cyclopentacyclooctene, 4,5,6,... 204 C15H24 1000221-85-8 46
3 1,1,4a-Trimethyl-5,6-dimethylene... 204 C15H24 1000193-60-8 46
4 Boron, 1,5-cyclooctanediyl(2,4-p... 218 C13H23BN2 136704-99-9 45
5 1H-Cycloprop[e]azulene, 1a,2,3,4... 204 C15H24 000489-40-7 42
Abundance Scan 3465 (22.318 min): BF094891.D (-3460) (-) m/z 204.20 100.00%
135 204
5000 43 €3 o3 119 &7 287
162 031 269 | 302
| 22.00 22.20 22.40 22.60
o N— m/z 135.10 83.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #114224: 5-Azulenemethanol, 1,2,3,4,5,6,7,8-octahydro-.alp...
43 107 189
161
5000 IUNABUNSSUARR IR
22.00 22.20 22.40 22.60
67 m/z 133.10 64 .54%
ol --|-‘r--‘i‘-‘-‘-“-‘|‘-“‘*‘-
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
133 189704
41 22.00 22,20 22.40 22.60
5000 161 m/z 69.05 52.94%
67 9
107

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64407: 1,1,4a-Trimethyl-5,6-dimethylenedecahydronaphthalene A RERREEESS
204 22.00 22.20 22.40 22.60

91 133 m/z 43.05 50.74%
41 107 189

5000

T I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 22.00 22.20 22.40 22.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094891.D

Acq On : 5 May 2017 00:23

Operator : SJ/MA

Sample - 12916-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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 unknown22.51 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

22.51 7.48 ng 254215 Perylene-di12 20.30

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6.beta.Bicyclo[4.3.0]nonane, 5.b... 332 C15H25I 1000195-85-9 38
2 1-Chloro-1-ethyl-2-methyl-1-germ... 206 C7H13CIlGe 026311-85-3 25
3 Azulene, 1,2,3,5,6,7,8,8a-octahy... 204 C15H24 003691-11-0 20
4 1-Isopropenyl-3-propenylcyclopen... 150 C11H18 1000192-81-2 15
5 2-Cyclohexen-1-ol, 2-methyl-5-(1... 152 C10H160 001197-06-4 11
Abundance Scan 3498 (22.512 min): BF094891.D (-3491) (-) m/z 109.00 100.00%

81 109 205
135
5000 55 189
161 245
34 229 | 267 295313 22.20 22.40 22.60 22.80
Olprreel] m/z 205.15 95.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #170433: 6.beta.Bicyclo[4.3.0]nonane, 5.beta.-iodomethyl-1...
9

5000
22.20 22.40 22.60 22.80

m/z 81.10 88.29%

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

109 177
R I RERREEEEEEER RSy
69 22.20 22.40 22.60 22.80
5000 206 m/z 95.10 74.89%
41 137
161

AR NN A EARAN LA LARAS LS ARAN AR LAY LA LARAN U BARSS AR S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #64530: Azulene, 1,2,3,5,6,7,8,8a-octahydro-1,4-dimethyl-7... A e
22.20 22.40 22.60 22.80
m/z 107.10 72 .80%

5000

o S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 22.20 22.40 22.60 22.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094891.D

Acq On : 5 May 2017 00:23

Operator : SJ/MA

Sample : 12916-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.02 20.8 ng 481438 1 7.72 462906 20.0
unknown? .38 7.38 97.3 ng 2252480 1 7.72 462906 20.0
Phenol, 4-(2-prop... 10.41 4.4 ng 150120 2 9.74 680389 20.0
Naphthalene, 1,2,... 12.82 4.5 ng 173891 3 12.57 763538 20.0
Naphthalene, 1,6-... 14.10 5.1 ng 241227 4 14.97 940199 20.0
unknown15.18 15.18 14.3 ng 673078 4 14.97 940199 20.0
4,4,8-Trimethyltr... 15.66 24_.7 ng 1159270 4 14.97 940199 20.0
unknown15.81 15.81 8.8 ng 413919 4 14.97 940199 20.0
n-Hexadecanoic acid 15.94 7.9 ng 372940 4 14.97 940199 20.0
N-butyl-2,2,3,3,4... 17.47 3.9 ng 138441 5 18.64 718524 20.0
Dibenz[a,h]anthra... 17.74 4.7 ng 167466 5 18.64 718524 20.0
n-Nonadecanol-1 18.54 13.6 ng 489452 5 18.64 718524 20.0
5-Octadecene, (E)- 19.34 17.2 ng 618118 5 18.64 718524 20.0
Eicosane 20.06 8.0 ng 271672 6 20.30 679614 20.0
unknown20.08 20.08 11.2 ng 380560 6 20.30 679614 20.0
Hexacosane 20.78 3.9 ng 130858 6 20.30 679614 20.0
unknown22 .11 22.11 3.6 ng 122182 6 20.30 679614 20.0
unknown23.32 22.32 4.3 ng 146181 6 20.30 679614 20.0
unknown22 .51 22.51 7.5 ng 254215 6 20.30 679614 20.0
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