LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG091117\
Data File : BG028655.D

Aca On : 12 Sep 2017 00:26

Operator : SJ/JU

Sample : 15123-07

Misc :

ALS Vial : 19 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-BG090717.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
1 5.447 309 316 324 rVB 76679 126088 3.55% 0.691%
2 5.911 387 395 407 rBV 735892 1243448 35.01% 6.817%
3 7.491 656 664 677 rBV 744497 1364249 38.42% 7.479%
4 7.867 720 728 739 rBV 724615 1263112 35.57% 6.925%
5 8.332 800 807 818 rVB 142554 251863 7.09% 1.381%
6 8.661 856 863 872 rVB 520947 943583 26.57% 5.173%
7 9.501 996 1006 1016 rBV 432751 812480 22.88% 4 .454%
8 11.152 1280 1287 1294 rVB 186411 341595 9.62% 1.873%
9 13.567 1687 1698 1709 rBV 1308278 2089149 58.83% 11.454%
10 14.377 1830 1836 1843 rBvV 164174 246729 6.95% 1.353%

11 14.942 1923 1932 1940 rBV2 328256 540296 15.21% 2.962%
12 16.434 2178 2186 2197 rBV 1168578 1835954 51.70% 10.066%
13 17.697 2394 2401 2407 rBV 454603 725645 20.43% 3.978%
14 18.543 2540 2545 2555 rBV3 79565 139804 3.94% 0.766%

15 19.806 2754 2760 2767 rBv4 30347 58592 1.65% 0.321%
16 20.282 2834 2841 2847 rBV 2691330 3551257 100.00% 19.470%
17 21.387 3025 3029 3033 rVB4 37454 53365 1.50% 0.293%
18 21.463 3038 3042 3048 rVB5 30894 47070 1.33% 0.258%

19 21.593 3059 3064 3078 rBV2 76368 175104 4._.93% 0.960%
20 21.769 3089 3094 3102 rBV2 83396 162562 4._.58% 0.891%

21 21.857 3105 3109 3116 rVB 65531 104178 2.93% 0.571%
22 22.027 3131 3138 3148 rVB 494161 907593 25.56% 4_.976%
23 23.567 3396 3400 3406 rVB7 19193 40410 1.14% 0.222%
24 23.778 3430 3436 3442 rBV2 52588 114073 3.21% 0.625%
25 25.529 3725 3734 3745 rVB2 274185 859964 24.22% 4_.715%

26 26.187 3838 3846 3857 rBVS 40661 120282 3.39% 0.659%
27 26.369 3870 3877 3890 rVB7 40381 121430 3.42% 0.666%

Sum of corrected areas: 18239875
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG091117\
Data File : BG028655.D

Aca On : 12 Sep 2017 00:26

Operator : SJ/JU

Sample : 15123-07

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG090717_.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: BG028655.D

2500000

2000000

1500000

1000000
5.91 7.49 787

500000 8.66 9.50

11.15
5.45 8.33

L L R

T T T
Time--> 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BG028655.D

20.28
2500000

2000000

1500000
13.57
16.43

1000000

22.03

500000 17.70
14.94

14.38 A

18.54 3
o | N U | I | (U S SN, .- | S ..%%. e ————

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG028655.D

2500000
2000000
1500000
1000000

500000
25.53

2389.78 J\ 262637

e S mamaa B o L L T R L R RARAS maAa s B L s e e

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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG091117\
Data File : BG028655.D

Aca On : 12 Sep 2017 00:26

Operator : SJ/JU

Sample : 15123-07

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG090717_.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.45 10.01 ng 126088 1,4-Dichlorobenzene-d4 8.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 50
3 Propane. l1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 35
4 Tetraalvme 222 C10H2205 000143-24-8 33
5 3-0Octanol 130 C8H180 000589-98-0 28

Abundance Scan 317 (5.453 min): BG028655.D (-309) (-) m/z 43.10 100.00%
43.1
5000
ot S50 540 560 580
Ol et ...',?.4..,....,|....,....,....,.... 2280 Tn7z 59.10  59.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RN UL L LR L
520 5.40 5.60 5.80
m/z 101.10 18.15%
101.0
0,,,670,,,,, e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
59.0
" 520 540 560 580
5000 m/z 58.10 11.19%
101.0
0'“I?i?P'”I”729”'P'”I”'W'”'I“"'”"'”I”'W'”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #4488: Propane, 1-ethoxy-2-methyl-
31.0 59.0 520 5.40 5.60 5.80
m/z 41.20 6.93%
5000
0 ‘ ‘\‘ B, 1020
miz--> '"z'o"""'"e'o""s'o'"ic'x')"1'2'6"iAc')"iéc')"isé"éoé"ééd"éié" 520 540 560 5.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG091117\
Data File : BG028655.D

Aca On : 12 Sep 2017 00:26

Operator : SJ/JU

Sample : 15123-07

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG090717_.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 unknown7.87 Concentration Rank 1

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

7.87 100.30 ng 1263110 1,4-Dichlorobenzene-d4 8.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 25
3 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 17
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 10

Abundance Scan 728 (7.867 min): BG028655.D (-720) (-) m/z 132.10 100.00%
1301
5000 68.1
96.1 R UL A LR R
40.1 9 218 7.60 7.80 8.00 8.20
ol 114. - m/z 68.10 47.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 B AAS LA RS EERE A
7.60 7.80 8.00 8.20
310 510 m/z 66.10 34.65%
! I S T R |
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
132.0
760 7.80 800 820
5000 m/z 134.10 32.94Y%
150 300 90 87,0 040
m/z--> ﬁo Jo éo éo 160 150 150 160 180 260 250
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro- R R mas m
132.0 7.60 7.80 8.00 8.20
m/z 69.10 20.40%
5000
69.0
39.0
89.0
0...|....‘NH.‘.‘“H H \‘\” 1Q§0 T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG091117\
Data File : BG028655.D

Aca On : 12 Sep 2017 00:26

Operator : SJ/JU

Sample : 15123-07

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG090717_.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 4 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.54 3.85 ng 139804 Phenanthrene-d10 17.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
2 Tridecanoic acid 214 C13H2602 000638-53-9 60
3 Pentadecanoic acid 242 C15H3002 001002-84-2 59
4 Tetradecanoic acid 228 C14H2802 000544-63-8 50
5 Undecanoic acid 186 C11H2202 000112-37-8 47
Abundance Scan 2544 (18.537 min): BG028655.D (-2540) (-) m/z 60.10 100.00%
6d.1
5000
129.1 213.2
| 171.0 256.2 4328 18.20 18.40 18.60 18.80
0 M m/z 73.10 72.66%
m/z--> 50 100 150 200 250 300 350 400
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0

18.20 18.40 18.60 18.80
m/z 43.10 64.71%

# 171.0 213.0 256.0
o .M%RWN.HMJ.t}.Mu.,u...,....,....,....
m/z--> 50 100 150 200 250 300 350 400
Abundance
73.0
18.20 18.40 18.60 18.80
5000 129.0 m/z 57.10 61.02%
29.0 171.0
214.0
O T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #95851: Pentadecanoic acid
73.0 18.20 18.40 18.60 18.80
m/z 55.10 53.42%
5000 129.0
29 199.0 242.0
oL b et [T
m/z--> 50 100 150 200 250 300 350 400 18.20 18.40 18.60 18.80

8270-BG090717.M Tue Sep 12 13:27:54 2017 Page: 5



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG091117\
Data File : BG028655.D

Aca On : 12 Sep 2017 00:26

Operator : SJ/JU

Sample : 15123-07

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG090717_.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 Carbonic acid, isobutyl oct... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

21.59 3.86 ng 175104 Chrysene-di12 22.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Carbonic acid. isobutvl octadecv... 370 C23H4603 1000314-61-5 86
2 Pentafluoropropionic acid. tetra... 360 C17H29F502 006222-06-6 80
3 1ll1-Tricosene 322 C23H46 052078-56-5 80
4 17-Pentatriacontene 491 C35H70 006971-40-0 72
5 1-Heneicosyl formate 340 C22H4402 077899-03-7 68

Abundance Scan 3064 (21.593 min): BG028655.D (-3059) (-) m/z 57.10 100.00%

57.1

5000
21.20 21.40 21.60 21.80 22.00
249.0 281.9 355.1
0 m/z 55.10 90.09%
m/z--> 50 100 150 200 250 300 350
Abundance #197139: Carbonic acid, isobutyl octadecy! ester
57.0
5000 LA L I L L B L L L B
83.0 21 20 21. 40 21 60 21. 80 22. 00
ZQOH‘ 111.0 m/z 43.10 71.40%
o \ mh\ 4‘\\ w \ | 1390168.0106.022402530
m/z--> 50 150 200 250 300 350
Abundance
57.0
83.0 SRR
21.20 21.40 21.60 21.80 22.00
5000 m/z 83.10 64.41%
111.0
29.0 196.0
168.0
. 139.0 241.0 342.0
T T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #163017: 11-Tricosene B
43.0 21.20 21.40 21.60 21.80 22.00
m/z 41.10 57.16%
5000 830
111.0
o | | | 140.0168.0196.0224.0 266.0294.0322.0
— T T e T T s B B
m/z--> 50 100 150 200 250 300 350 21 20 21. 40 21 60 21. 80 22. 00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG091117\
Data File : BG028655.D

Aca On : 12 Sep 2017 00:26

Operator : SJ/JU

Sample : 15123-07

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG090717_.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 Phenol, 2,4-bis(1-phenyleth... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.77 3.58 ng 162562 Chrysene-di12 22.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2.4-bis(1l-phenvlethvI)- 302 C22H220 002769-94-0 94
2 Silane. trimethvl(lI1.17:37.1""-t... 302 C21H22Si 128388-53-4 64
3 Benzenamine. 3-methvIl-N.N-bis(3-... 287 C21H21N 1000327-29-4 43
4 Benzenamine. 4-methvIl-N.N-bis(4-... 287 C21H21N 1000327-28-1 43
5 6-Trifluoromethyl-benzo[4,5]imid... 287 C15H8F3N3 1000317-89-2 43
Abundance Scan 3094 (21.769 min): BG028655.D (-3089) (-) m/z 287.15 100.00%
287.1
5000
105.1 209.1
57.1 | | 1361 l \ 239.1 wipo | 2140 2160 21.80 22.00
3 ST A W VB e e .-..."l-..‘-.-. kbbbt b2l | m/z 302.20  40.12%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #146667: Phenol, 2,4-bis(1-phenylethyl)-
287.0
5000
105.0 21.40 21.60 21.80 22.00
"~ 1360 209.0 m/z 288.20 25.41%
77.0 183.0
0 ””ﬁ%ﬂnﬂyﬂw”mu”:”h.M.W“.ﬂ”.”.””.”..”L”.“”P“
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
287.0
21.40 21.60 21.80 22.00
5000 m/z 209.10 25 .34%
143.0
280 59.0 1050 177.0202.0228-0 255 o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #133887: Benzenamine, 3-methyl-N,N-bis(3-methylphenyl)- R AR BARRE R
287.0 21.40 21.60 21.80 22.00
m/z 105.10 21.71%
5000

39.0 65.0 91071160 1440 mmﬁmmmoﬁﬂm

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 21.40 21.60 21.80 22.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG091117\
Data File : BG028655.D

Aca On : 12 Sep 2017 00:26

Operator : SJ/JU

Sample : 15123-07

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG090717_.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 2,6,10-Dodecatrien-1-ol, 3,... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
23.78 2.51 ng 114073 Chrysene-di12 22.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6.10-Dodecatrien-1-ol. 3.7.11-... 222 C15H260 004602-84-0 87
2 Farnesol i1somer a 222 C15H260 1000108-92-4 87
3 2.6.10-Dodecatrien-1-ol. 3.7.11-... 222 C15H260 003790-71-4 81
4 Cvclopropanecarboxaldehvde. 2-me... 166 C11H180 097231-35-1 64
5 Squalene 410 C30H50 000111-02-4 64
Abundance Scan 3436 (23.778 min): BG028655.D (-3430) (-) m/z 69.10 100.00%
69.1
411 |95 A
21.1 149 1 2031 243.1 3412 23. 40 23 60 23. 80 24 00
- .,|.|...,.| L0 po LTSN PA0L 2213101 SAL2 L 81,10 45.42%
m/z--> 50 100 150 200 250 300
Abundance #79433: 2,6,10-Dodecatrien-1-ol, 3,7,11-trimethyl-
69.0
5000 41.0 ARV SRR
Bmmmmmmm
9 m/z 41.10 22.85%
137.0
ob— “. ‘.“ I\‘\ ‘\ hu ] H H“. 1650191? |22|2|0| R
m/z--> 50 100 150 200 250 300
Abundance
69.0
2340 23.60 23.80 2400
5000 41.0 m/z 95.05 17.15%
95.0
o 121.0 161.0 191.0 2220
m/z--> éo 160 150 200 2%0 360
Abundance #79440: 2,6,10-Dodecatrien-1-ol, 3,7,11-trimethyl-, (Z,E)- BEEEE R RS e e
69.0 23.40 23.60 23.80 24.00
m/z 68.10 15.07%
5000 41.0
107.0
014-0‘\ (A mh { ntl3? 0162 0189.0 222 0
m/z--> éo 100 150 200 250 360 ' 23.40 23.60 23.80 24.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG091117\
Data File : BG028655.D

Aca On : 12 Sep 2017 00:26

Operator : SJ/JU

Sample : 15123-07

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG090717_.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 unknown26.19 Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
26.19 2.80 ng 120282 Perylene-d12 25.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Azaspirol4.51dec-3-ene. 2-(dip... 391 C29H29N 100942-44-7 30
2 3-Phenvl-2-T9-phenanthrvllhvdrox... 391 C28H25NO 1000252-87-9 27
3 1H-Dicvclooctle.alisoindole-1.3(... 391 C26H33N02 051624-51-2 27
4 4.5-2H-Oxazole-5-one. 4-13.5-di-... 391 C25H29NO3 1000130-25-1 27
5 Fumaric acid, monoamide, N-(2,4-... 391 C22H33NO5 1000345-41-4 27
Abundance Scan 3846 (26.187 min): BG028655.D (-3838) (-) m/z 391.20 100.00%
105.1 391.2
5000
178.1 235.1
25.80 26.00 26.20 26.40 26.60
0 m/z 105.10 83.20%
m/z--> 50 100 150 200 250 300 350 400
Abundance #208213: 1-Azaspiro[4.5]dec-3-ene, 2-(diphenylmethylene)-4...
348.0 391.0
5000
25.80 26.00 26.20 26.40 26.60
270 58,0 m/z 406.25 58.66%
\4]\"0‘ ‘ | 11?'9 :\Leﬁ(‘) , ‘\21\5'0 l m\‘\ . . 3];\4:\\'\0 d“\ L i ‘\
m/z--> 5|O 1CI)O 1%0 2(I)O 25|O 3(|)0 3é0 4(I)O
Abundance
391.0
318.0 25.80 26.00 26.20 26.40 26.60
5000 m/z 301.10 38.68%
159.0
. 55.0 91.0 128.0 190.0 230.0 268.0 560.0
m/z--> 5|O 1(I)O 1%0 2(I)O 25|O 3(|)0 3é0 4(I)O
Abundance #208202: 1H-Dicyclooct[e,gisoindole-1,3(2H)-dione, 3a,3b,...
391.0 25.80 26.00 26.20 26.40 26.60
m/z 392.20 31.77%
5000
92.0 1750 2450 322.0
0...,.muﬂ,h...,..“ SN SN S W D SN S Y | S
m/z--> 50 100 150 200 250 300 350 400 25.80 26.00 26.20 26.40 26.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG091117\
Data File : BG028655.D

Aca On : 12 Sep 2017 00:26

Operator : SJ/JU

Sample : 15123-07

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG090717_.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 Spiro[3-cyclohexene-1,2"-[2... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
26.37 2.82 ng 121430 Perylene-di12 25.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Spirol3-cvclohexene-1.2"-T2H1fur... 406 C26H3004 031642-63-4 53
2 1-Azaspirol4.51dec-3-ene. 2-(dip... 391 C29H29N 100942-44-7 38
3 Fumaric acid. monoamide. N-(2.4-._.. 391 C22H33NO5 1000345-41-4 38
4 4.5-2H-Oxazole-5-one. 4-I3.5-di-... 391 C25H29NO3 1000130-25-1 35
5 Piperazinetrione, [[2-(1,1-dimet... 391 C23H25N303 025644-25-1 35
Abundance Scan 3877 (26.369 min): BG028655.D (-3870) (-) m/z 391.20 100.00%
105.1 391.2

5000

26.00 26.20 26.40 26.60

0 m/z 105.10 81.63%
m/z--> 50 100 150 200 250 300 350 400
Abundance #214553: Spiro[3-cyclohexene-1,2'-[2H]furo[3,2-f][1]benzop...
391.0
5000
189.0 26.00 26.20 26.40 26.60
m/z 406.20 47 .05%
oy ....,...tw....,.Mt.,....,... -
m/z--> 50 100 150 200 250 300 350 400
Abundance
348.0 391.0
26.00 26.20 26.40 26.60
5000 m/z 207.00 37.26%
77.0
41.0 1150 1650 50 280 3140
— T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400

Abundance #208077: Fumaric acid, monoamide, N-(2,4-dimethoxyphenyl)-... N B o
391.0 26.00 26.20 26.40 26.60

m/z 392.20 35.11%

5000 152.0

430 790 1220, | 2080 2510

oL et e e e e SRS D S L R, S

T |
m/z--> 50 100 150 200 250 300 350 400 26.00 26.20 26.40 26.60
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG091117\
Data File : BG028655.D

Acq On : 12 Sep 2017 00:26

Operator : SJ/JU

Sample - 15123-07

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG090717 .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... 5.45 10.0 ng 126088 1 8.33 251863 20.0
unknown? .87 7.87 100.3 ng 1263110 1 8.33 251863 20.0
n-Hexadecanoic acid 18.54 3.9 ng 139804 4 17.70 725645 20.0
Carbonic acid, is... 21.59 3.9 ng 175104 5 22.03 907593 20.0
Phenol, 2,4-bis(1... 21.77 3.6 ng 162562 5 22.03 907593 20.0
2,6,10-Dodecatrie... 23.78 2.5 ng 114073 5 22.03 907593 20.0
unknown26.19 26.19 2.8 ng 120282 6 25.54 859964 20.0
Spiro[3-cyclohexe... 26.37 2.8 ng 121430 6 25.54 859964 20.0
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