LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062019\
Data File : BG041355.D

Acq On : 20 Jun 2019 13:55

Operator : HP/JU

Sample - K3158-03 2X

Misc :

ALS Vial : 4 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:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719_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 3.146 5 10 19 rVB 91946 135088 10.41% 1.062%
2 4.609 255 259 265 rBvV2 9571 15073 1.16% 0.118%
3 5.614 423 430 439 rBV 352769 571746 44.06%  4.495%
4 7.230 698 705 718 rVB 402907 695032 53.56% 5.464%
5 7.600 761 768 781 rVB 372956 663869 51.16% 5.219%
6 8.070 843 848 856 rBvY 144402 247124 19.05% 1.943%
7 8.399 897 904 914 rVB 282202 492017 37.92% 3.868%
8 9.251 1041 1049 1059 rBvV 237022 440405 33.94% 3.462%
9 10.896 1321 1329 1345 rBV 200248 363034 27.98% 2.854%
10 13.328 1737 1743 1750 rVB 635439 968492 74.64% 7.614%
11 14.033 1858 1863 1867 rBV6 11626 20167 1.55% 0.159%
12 14.151 1879 1883 1889 rBV 56943 90804 7.00% 0.714%
13 14.269 1898 1903 1908 rBV7 7071 14552 1.12% 0.114%
14 14.439 1928 1932 1936 rBV3 14598 25688 1.98% 0.202%
15 14.521 1943 1946 1949 rBV5 8386 14142 1.09% 0.111%
16 14.709 1972 1978 1986 rVB2 303740 472800 36.44% 3.717%
17 15.173 2053 2057 2061 rVB6 14712 24788 1.91% 0.195%
18 15.314 2075 2081 2086 rBV8 15426 38595 2.97% 0.303%
19 15.461 2103 2106 2110 rBV6 8187 13156 1.01% 0.103%
20 15.778 2152 2160 2161 rBV7 36255 78456 6.05% 0.617%

21 16.202 2226 2232 2239 rVB 473081 729377 56.21% 5.734%
22 16.860 2337 2344 2345 rBV7 140553 278206 21.44% 2.187%
23 17.288 2412 2417 2419 rBV4 187244 343352 26.46% 2.699%
24 17.459 2441 2446 2450 rVB 404005 599641 46.21% 4.714%
25 18.035 2542 2544 2550 rVB2 23953 29175 2.25% 0.229%

26 18.311 2586 2591 2598 rBV2 116307 255914 19.72% 2.012%
27 18.375 2598 2602 2609 rVB 78755 122048 9.41% 0.959%
28 18.516 2621 2626 2631 rBV2 76563 176336 13.59% 1.386%

29 18.822 2674 2678 2681 rBV2 42386 62100 4._.79% 0.488%
30 19.034 2712 2714 2715 rBV2 21427 18225 1.40% 0.143%
31 19.116 2725 2728 2731 rVB 45941 51126 3.94% 0.402%

32 19.233 2742 2748 2753 rBV2 124565 292636 22.55% 2.301%
33 19.504 2789 2794 2799 rBV 439680 616393 47 .50% 4._.846%
34 19.833 2846 2850 2852 rBV2 69009 107099 8.25% 0.842%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062019\
Data File : BG041355.D

Acq On : 20 Jun 2019 13:55

Operator : HP/JU

Sample - K3158-03 2X

Misc :

ALS Vial : 4 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 :\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 19.868 2852 2856 2862 rVB 526093 747591 57.61% 5.877%
36 19.932 2863 2867 2870 rBV 75708 119192 9.19% 0.937%
37 20.050 2883 2887 2892 rVB 1029334 1297577 100.00% 10.201%
38 20.320 2931 2933 2936 rBV3 52963 61077 4.71% 0.480%
39 20.649 2987 2989 2993 rVB 75742 77018 5.94% 0.605%
40 21.730 3166 3173 3178 rBV3 416654 1014754 78.20% 7.978%

41 21.777 3179 3181 3190 rVB 227490 336159 25.91% 2.643%

Sum of corrected areas: 12720024
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062019\
Data File : BG041355.D

Acq On : 20 Jun 2019 13:55

Operator : HP/JU

Sample - K3158-03 2X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG041355.D
1200000

1000000
800000

600000

7.23
400000 5.61 7.60
8.40

10.90
200000 8.07
.15

I\ 4.61
O T e T T T e e e T e e e e

Time--> 3.50 4.00 450 500 550 6.00 6. 50 7.00 750 800 850 9.00 950 10.00 10.50 11. OO 11. 50 12. OO 12. 50
Abundance TIC: BG041355.D
1200000 20,05

1000000

800000

13.33

600000

400000

200000

O Tl T B o e o B o o o o e o LA B e e o o LB B e

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG041355.D
1200000

1000000

800000

600000

400000

200000

O

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:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062019\
Data File : BG041355.D

Acq On : 20 Jun 2019 13:55

Operator : HP/JU

Sample - K3158-03 2X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719_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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

3.15 10.93 ng 135088 1,4-Dichlorobenzene-d4 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38
4 Butanoic acid, 2-hydroxy-2-methy... 132 C6H1203 032793-34-3 37
5 1-(2-Methoxyethoxy)-2-methyl-2-p... 162 C8H1803 1000364-24-4 25

Abundance Scan 11 (3.152 min): BG041355.D (-5) (-) m/z 73.00 100.00%
B
5000 43
87
9 ‘ 3.20 3.30 3.40 3.50 3.60
0 .,....,....1,|':|..-E,..|..,....,....,....,....16.1... rrreias, m/z 43.00  42.18%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #4486: Butane, 2-methoxy-2-methyl-
B
5000 HES IR U IR U U
3.20 3.30 3.40 3.50 3.60
‘ 87 m/z 87.00 32.10%
0'|“'w'd“ﬂ“'w'“'|“'w'“'w'“|“""“ BRABERARE SR A
m/z--> 0 20 80 100 120 140 160 180 200 220 240
Abundance #13739. 2,2,4-Trimethyl-3-pentanol
7B
87 A IR U IR U U
3.20 3.30 3.40 3.50 3.60
5000 41 55 m/z 55.00 24 _.25%
2
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #1996: Silane, tetramethyl- B A RmA S R
73 3.20 3.30 3.40 3.50 3.60
m/z 41.00 15.80%
5000
43
o2 152 || 50 | g
m/z--> 0 2'0 40 60 80 100 120 140 160 180 200 220 240 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062019\
Data File : BG041355.D

Acq On : 20 Jun 2019 13:55

Operator : HP/JU

Sample - K3158-03 2X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719_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 unknown7.60 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.60 53.73 ng 663869 1,4-Dichlorobenzene-d4 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 22
3 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 22
4 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22

5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 16

Abundance Scan 768 (7.600 min): BG041355.D (-761) (-) m/z 132.00 100.00%

132
5000 68

40 % 720 740 760 780 800
0 by e "m/Zz 68.00  50.46%
m/z--> 50 100 150 200 250 300 350 400
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine /\\
132
97

5000 e
7.20 7.40 7.60 7.80 8.00

70 m/z 66.00 35.89%

ok |'*blhn,.. T T T ]
m/z--> 50 100 150 200 250 300 350 400
Abundance #52379: Tranylcypromine-propionyl
57 132

7.20 7.40 7.60 7.80 8.00

5000 98 m/z 134.00 33.67%
0 11l k J i | 158 189
L B o o T T B o B e B
m/z--> 50 100 150 200 250 300 350 400
Abundance #14770: Cyclopropanamine, 1-phenyl- B REEE ISR
132 7.20 7.40 7.60 7.80 8.00

m/z 69.00 22 .52%

104
5000
51 (7
0...'lhu'i.l..|.h...|....|........|........|....|

m/z--> 50 100 150 200 250 300 350 400 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062019\
Data File : BG041355.D

Acq On : 20 Jun 2019 13:55

Operator : HP/JU

Sample - K3158-03 2X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library :

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 10

Peak Number 4

unknownl1l5.78

R.T. EstConc Area Relative to ISTD R.T.
15.78 3.32 ng 78456 Acenaphthene-d10 14.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis,cis-1,6-Dimethylspiro[4.5]de... 166 C12H22 1000111-72-4 25
2 trans,trans-1,6-Dimethylspiro[4.... 166 C12H22 1000111-72-1 25
3 6-1sopropenyl-4,8a-dimethyl-4a,5. .. 218 C15H220 086917-79-5 15
4 1,4-Methanoazulen-7(1H)-one, oct... 220 C15H240 018319-28-3 11
5 Ethionamide 166 C8H10N2S 000536-33-4 11

Abundance Scan 2160 (15.778 min): BG041355.D (-2152) (-) m/z 93.00 100.00%
5000
247 272 299 411 15.40 15.60 15.80 16.00
o 1T Y O B m/z 81.05 79.24%
m/z--> 50 100 150 200 250 300 350 400
Abundance #35199: cis,cis-1,6-Dimethylspiro[4.5]decane
95
=5 166
5000 LN B SN BRI
15.40 15.60 15.80 16.00
‘ m/z 95.00 69.34%
123
0'''|'"'l"l"l'll'l'"l""l""l""l""l"'
m/z--> 50 100 150 200 250 300 350 400
Abundance #35215: trans,trans-1,6-Dimethylspiro[4.5]decane
95
67 166 15.40 15.60 15.80 16.00
5000 m/z 147.10 60 .55%
123
0'''|'"'l"“"'l‘""l""l""l""l""l"'
m/z--> 50 100 150 200 250 300 350 400
Abundance #75932: 6—|sopr0peny|—4,8a—dimethy|—4a,5,6,7,8,8a—hexahydr... LI B B B
95 15.40 15.60 15.80 16.00
m/z 166.00 58.82%
123
5000, 41 67 218
147 175
0 thl"ij""l""l""I""I"'
m/z--> 50 100 150 200 250 300 350 400 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062019\
Data File : BG041355.D

Acq On : 20 Jun 2019 13:55

Operator : HP/JU

Sample - K3158-03 2X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719_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 5 2-Isopropenyl-4a,8-dimethyl... Concentration Rank 6

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

16.86 9.28 ng 278206 Phenanthrene-d10 17.46

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-lIsopropenyl-4a,8-dimethyl-1,2,... 204 C15H24 1000193-57-0 86
2 Azulene, 1,2,3,3a,4,5,6,7-octahy... 204 C15H24 022567-17-5 53
3 Guaia-9,11-diene 204 C15H24 1000374-19-8 50
4 Naphthalene, 2,3,4,4a,5,6-hexahy... 204 C15H24 000473-14-3 44
5 Naphthalene, decahydro-4a-methyl... 204 C15H24 017066-67-0 44

Abundance
189

5000

o!
m/z--> 50 100 150 200 250 300

Scan 2344 (16.860 min): BG041355.D (-2337) (-)

286 316 343 370 411

350

400

Abundance

#64446: 2—Isopr0peny|—4$, 8-dimethyl-1,2,3,4,4a,5,6,8a-octa...
189

m/z 189.10 100.00%

3

16.60 16.80 17.00 17.20

m/z 81.00 90.49%

3

107
5000 LA L L L LB L L LB BB
41 81 133 161 16.60 16.80 17.00 17.20
t m/z 95.00 84 .41%
O.WI;h .L,J.W l
m/z--> 50 100 150 200 250 300 350 400
Abundance #64561: Azulene, 1,2,3,3a,4,5,6,7-octahydro-1,4-dimethyl-7...
41
91 e B
161 16.60 16.80 17.00 17.20
5000 119 m/z 55.10 83.91%
67 204
ob— ﬁ?*.&n.\.... e
m/z--> 50 100 150 200 250 300 350 400
Abundance #64305: Guaia-9,11-diene L B A B
93 16.60 16.80 17.00 17.20
189 m/z 135.10 70.42%
119
50001 44 &7 161
4&.\LJ
0 A e
m/z--> 50 100 150 200 250 300 350 400 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062019\
Data File : BG041355.D

Acq On : 20 Jun 2019 13:55

Operator : HP/JU

Sample - K3158-03 2X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719_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 unknownl7.29 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.29 11.45 ng 343352 Phenanthrene-d10 17.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Longifolene 204 C15H24 000475-20-7 47
2 9,19-Cycloergost-24(28)-en-3-ol,... 426 C30H500 000469-39-6 44
31,6,10,14,18,22-Tetracosahexaen-... 426 C30H500 054159-46-5 42
4 Lupeol 426 C30H500 000545-47-1 38
5 Diepicedrene-1l-oxide 220 C15H240 1000156-11-0 35
Abundance Scan 2417 (17.288 min): BG041355.D (-2412) (-) m/z 189.10 100.00%
5000
1700 17.20 17.40 17.60
ot——4 m/z 55.00 77.13%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64268: Longifolene
4 91 161
5000 67 119 189 R DA SUNE B B
17.00 17.20 17.40 17.60
” m/z 207.10 62.07%
05—+ 'j" I SR UNRLELELN UL SR
m/z--> 50 100 150 200 250 300 350 400
Abundance #221230: 9,19-Cycloergost-24(28)-en-3-ol, 4,14-dimethyl-, ...
55
o 1700 17.20 17.40 17.60
5000 m/z 93.00 61.97%
119 147
393
L2k, 245 273 %0 2513
m/z--> 50 100 150 200 250 300 350 400
Abundance #221228: 1,6,10,14,18,22-Tetracosahexaen-3-ol, 2,6,10,15,1... ML m s
69 17.00 17.20 17.40 17.60
m/z 67.00 60.66%
50001 41 | |3
135
0 dy \\A | \‘ \“. \MJ |i “161411. \.2(\)3 231 271 299 327 357 383 426
m/z--> 50 100 150 200 250 300 350 400 17.00 17.20 17.40 17.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062019\
Data File : BG041355.D

Acq On : 20 Jun 2019 13:55

Operator : HP/JU

Sample - K3158-03 2X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719_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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

18.31 8.54 ng 255914 Phenanthrene-d10 17.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 78
3 Tetradecanoic acid 228 C14H2802 000544-63-8 78
4 Pentadecanoic acid 242 C15H3002 001002-84-2 60
5 1-Phenazinecarboxylic acid, 6-[1... 506 C31H42N204 120464-92-8 43

Abundance Scan 2591 (18.311 min): BG041355.D (-2586) (-) m/z 73.00 100.00%

5000

18.00 18.20 18.40 18.60

0! m/z 41.00 98.96%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107549: n-Hexadecanoic acid
5000 LA L L L L L L LB
18.00 18.20 18.40 18.60
0
157,g5213 256 m/z 43.00 89.56%
04
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #72643: Tridecanoic acid
43 |7B
R e N A S R A
18.00 18.20 18.40 18.60
5000 129 m/z 60.00 88.24%
171
214
JLis 101
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #84452: Tetradecanoic acid
73 18.00 18.20 18.40 18.60
43 m/z 57.00 84.23%
5000 129
185
228
15 101 | 157
0! T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062019\
Data File : BG041355.D

Acq On : 20 Jun 2019 13:55

Operator : HP/JU

Sample - K3158-03 2X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719_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 Phenanthrene, 1-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.38 4_.07 ng 122048 Phenanthrene-d10 17.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 94
2 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 94
3 1H-Cyclopropa[l]phenanthrene,la, ... 192 C15H12 000949-41-7 91
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 91
5 1H-Indene, 1l-phenyl- 192 C15H12 001961-96-2 91

Abundance Scan 2603 (18.381 min): BG041355.D (-2598) (-) m/z 192.00 100.00%

2

5000

55 76 94 10105 149 217931244 18.00 18.20 18.40 18.60
O 19 oil231204 264281 | Tr777191.00  66.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #54746: Phenanthrene, 1-methyl-

5000 R R
18,00 18.20 18.40 18.60

m/z 189.00 31.38%

63 82 96 115 139

0 e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #54730: 1H-Indene, 2-phenyl-
192
R e et
18.00 18.20 18.40 18.60
5000 m/z 165.00 19.34%
165
o 63 77 95 115 139 179
1 IIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #54763: 1H-Cyclopropa[lJphenanthrene, 1a,9b-dihydro- A aE e o
192 18.00 18.20 18.40 18.60
m/z 193.00 18.00%
5000
165
ol 39 63 83 9 115 139 179
1 IIIIIIIIIIIIIIIIIIIII IIIIIIII IIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18. 00 18 20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062019\
Data File : BG041355.D

Acq On : 20 Jun 2019 13:55

Operator : HP/JU

Sample - K3158-03 2X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719_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 5H-Dibenzo[a,d]cycloheptene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

18.52 5.88 ng 176336 Phenanthrene-d10 17.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5H-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 60
2 1H-Cyclopropa[l]phenanthrene,la, ... 192 C15H12 000949-41-7 53
3 Propyne, 1,3-diphenyl- 192 C15H12 004980-70-5 53
4 la,9b-Dihydro-1H-cyclopropa[a]Jan... 192 C15H12 006109-24-6 53
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 52

Abundance Scan 2627 (18.522 min): BG041355.D (-2621) (-) m/z 192.00 100.00%

2

5000

h__

18.20 18.40 18.60 18.80
113 136151 218 235 259 281
0f m/z 188.95 87.95%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #54757: 5H-Dibenzo[a,d]cycloheptene
192

5000 T T T T T T T T
18 20 18. 40 18 60 18 80

165 m/z 190.00 70.34%

94

L2843 63 8 % 115 152
A ||||||I|||| |||||||||I|||

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

Abundance #54763: 1H-Cyclopropa[lJphenanthrene, 1a,9b-dihydro-
192
18.20 18.40 18.60 18.80
5000 m/z 191.00 67.83%
165
oL 39 63 83 9 115 139
A IIIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #54742: Propyne, 1,3-diphenyl- AR e e
192 18.20 18.40 18.60 18.80
m/z 165.00 18.17%
5000
115 165
39 63 89 139
ol e S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18 20 18. 40 18 60 18 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062019\
Data File : BG041355.D

Acq On : 20 Jun 2019 13:55

Operator : HP/JU

Sample - K3158-03 2X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719_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 5,16[1",2"]:8,13[1"",2""]-D... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.82 2.07 ng 62100 Phenanthrene-d10 17.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
15,16[1",27]:8,13[1"",2""]-Dibenz... 408 C32H24 005672-97-9 72
2 Naphthalene, 2-phenyl- 204 Cl6H12 000612-94-2 53
3 5H-Dibenzo[a,d]cycloheptene, 5-m... 204 C16H12 002975-79-3 50
4 9,10-di(Chloromethyl)anthracene 274 Cl6H12CI2 010387-13-0 50
5 6-Phenylbenzocyclohepten-7-one 232 C17H120 093327-56-1 50
Abundance Scan 2678 (18.822 min): BG041355.D (-2674) (-) m/z 204.00 100.00%
204
5000
55 76 101 135, 165 18.60 18.80 19.00 19.20
o L2222 77 502.00  39.15%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215197: 5,16[1',21:8,13[1",2"]-Dibenzenodibenzo[a,g]cy...
204
5000 BRI NN SUNRA B
18.60 18.80 19.00 19.20
m/z 203.00 37.23%
| 39 63 10145 152176 313 408
m/z--> 50 100 150 200 250 300 350 400
Abundance #64594: Naphthalene, 2-phenyl-
204
'~ 18.60 18:80 19.00 19.20
5000 m/z 205.00 21.52%
101
28 51 76 | 126150 176 M
mz-> 50 100 150 200 250 300 350 400
Abundance #64612: 5H-Dibenzo[a,d]cycloheptene, 5-methylene- e
204 18.60 18.80 19.00 19.20
m/z 208.00 18.57%
5000
101
39 63 152 176
0’ T L B
m/z--> 50 100 150 200 250 300 350 400 18.60 18.80 19.00 19.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062019\
Data File : BG041355.D

Acq On : 20 Jun 2019 13:55

Operator : HP/JU

Sample - K3158-03 2X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719_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 9,10-Dimethylanthracene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.23 9.76 ng 292636 Phenanthrene-d10 17.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9,10-Dimethylanthracene 206 C16H14 000781-43-1 93
2 Anthracene, 1,4-dimethyl- 206 Cl6H14 000781-92-0 91
3 Phenanthrene, 2,3-dimethyl- 206 C16H14 003674-65-5 87
4 Naphthalene, 1,2-dihydro-4-phenyl- 206 C16H14 007469-40-1 86
5 Phenanthrene, 3,6-dimethyl- 206 Cl6H14 001576-67-6 83
Abundance Scan 2747 (19.227 min): BG041355.D (-2742) (-) m/z 206.00 100.00%
206
5000
19.00 19.20 19.40 19.60
ol LZR9, 263283 388 177 191.00  51.30%
m/z--> 50 100 150 200 250 300 350
Abundance #66249: 9,10-Dimethylanthracene
206
5000 U SN SR BUURN SUM
19.00 19.20 19.40 19.60
m/z 205.00 29.23%
oL15 39 63 89
m/z--> 50 100 150 200 250 300 350 '
Abundance #66250: Anthracene, 1,4-dimethyl-
206
19.00 19.20 19.40 19.60
5000 m/z 189.00 28.85%
0 39 63 ! 8‘9‘ 1‘115 15.2 M1Z8J\
m/z--> 50 100 150 200 250 300 350 '
Abundance #66256: Phenanthrene, 2,3-dimethyl- R
206 19.00 19.20 19.40 19.60
m/z 207 .05 17.08%
5000
89
oL 39 5o s 139 19518 |
m/z--> 50 100 150 200 250 300 350 ' 10.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062019\
Data File : BG041355.D

Acq On : 20 Jun 2019 13:55

Operator : HP/JU

Sample - K3158-03 2X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719_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 1-(4-Methylphenyl)-4-phenyl... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.93 2.35 ng 119192 Chrysene-d12 21.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-(4-Methylphenyl)-4-phenylbuta-... 220 C17H16 037985-11-8 50
2 Phenanthrene, 2,3,5-trimethyl- 220 C17H16 003674-73-5 50
3 1,4-Dimethoxy-6,7,8,9-tetrahydro... 220 C13H1603 079381-09-2 47
4 Phenmethylcynide, .alpha.,.alpha... 220 C11H12N203 1000128-94-6 46
5 Pyrrolo[1l,2-a]thieno[2,3-d]pyrim... 220 C11H12N20S 056929-61-4 43
Abundance Scan 2867 (19.932 min): BG041355.D (-2863) (-) m/z 220.05 100.00%
5000
19.60 19.80 20.00 20.20
281
o ol 22120000 4T hn/z 205.00  47.43%
m/z--> 50 100 150 200 250 300 350 400
Abundance #77704: 1-(4-Methylphenyl)-4-phenylbuta-1,3-diene
5000 L AR AR RN IR
128 10.60 19.80 20.00 20.20
105 m/z 218.00 38.14%
178
0 .t' |LI.L|1[#521i| e
m/z--> 50 100 150 200 250 300 350 400
Abundance #77700: Phenanthrene, 2,3,5-trimethyl-
220
19.60 19.80 20.00 20.20
5000 m/z 189.00 36.43%
101 189
0 39 7611\u 139165 l]
m/z--> 50 100 150 200 250 300 350 400
Abundance #77232: 1,4-Dimethoxy-6,7,8,9-tetrahydro-5-benzocycloheptenon R ma e EREEEE T S
220 19.60 19.80 20.00 20.20
m/z 219.00 24 _59%
5000
177
o % 121 151 t w
ol 27 \IM“ — T e BB mas T
m/z--> 50 100 150 200 250 300 350 400 19.60 19.80 20.00 20.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062019\
Data File : BG041355.D

Acq On : 20 Jun 2019 13:55

Operator : HP/JU

Sample - K3158-03 2X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719_.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... 3.15 10.9 ng 135088 1 8.08 247124 20.0
unknown? .60 7.60 53.7 ng 663869 1 8.08 247124 20.0
unknownl15.78 15.78 3.3 ng 78456 3 14.71 472800 20.0
2-1sopropenyl-4a, ... 16.86 9.3 ng 278206 4 17.46 599641 20.0
unknownl17.29 17.29 11.4 ng 343352 4 17.46 599641 20.0
n-Hexadecanoic acid 18.31 8.5 ng 255914 4 17.46 599641 20.0
Phenanthrene, 1-m... 18.38 4.1 ng 122048 4 17.46 599641 20.0
5H-Dibenzo[a,d]cy... 18.52 5.9 ng 176336 4 17.46 599641 20.0
5,16[1",2"]:8,13[-.. 18.82 2.1 ng 62100 4 17.46 599641 20.0
9,10-Dimethylanth... 19.23 9.8 ng 292636 4 17.46 599641 20.0
1-(4-Methylphenyl... 19.93 2.4 ng 119192 5 21.74 1014750 20.0
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