LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM082718\

Data File : BM016626.D

Aca On : 28 Aug 2018 04:03 Instrument :

Operator : SJ/JU gmgﬁgamleM'

353"“0 le : J4660-14 082318-TIP(F2)-F-D-S
isc :

ALS Vial : 28 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:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM082118 .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 5.546 380 384 399 rBV 378429 743904 3.69% 1.385%
2 7.181 658 662 672 rBV 218452 437252 2.17% 0.814%
3 7.528 713 721 738 rBY 1095614 1922483 9.54% 3.580%
4 8.004 796 802 817 rBV2 333444 644638 3.20% 1.200%
5 8.316 848 855 869 rBY 2067516 3334466 16.55% 6.210%

9.187 995 1003 1019 rBV 1184381 2066108 10.25% 3.848%
10.810 1272 1279 1297 rBV 372216 730320 3.62% 1.360%
13.257 1683 1695 1710 rBVY 5681408 7538786 37.42% 14.039%%
14.645 1923 1931 1945 rBV2 666570 1109013 5.50% 2.065%
16.133 2178 2184 2199 rBV 3510277 5269796 26.15% 9.814%

=
QO ~NO®

11 17.386 2391 2397 2411 rBV 1199315 1713823 8.51% 3.192%
12 18.239 2537 2542 2549 rBvV2 350131 494795 2.46% 0.921%
13 19.974 2831 2837 2849 rBV 18419941 20148816 100.00% 37.522%
14 21.204 3043 3046 3052 rBv6 110868 206445 1.02% 0.384%
15 21.527 3097 3101 3111 rBV 1978666 2774109 13.77% 5.166%

16 22.515 3265 3269 3279 rVB 905371 1363991 6.77% 2.540%
17 22.651 3289 3292 3297 rVB 266032 345951 1.72% 0.644%
18 23.809 3483 3489 3498 rBV2 1392116 2854568 14.17% 5.316%

Sum of corrected areas: 53699264
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM082718\

Data File : BM016626.D

Aca On : 28 Aug 2018 04:03

Operator : SJ/JU

ﬁ?gg le J4660-14 082318-TIPC-F-D-S
ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM082118 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM016626.D

1.5e+07
le+07

5000000

8.32
7.53 9.19
5.55 7.18 )\ 8.00 10.81

T T T
10.00 10.50 11.00 11.50

T
9.00

T
9.50

T T T T T T | T
Time--> 350 400 450 500 550 6.00 650 700 750 800 850
Abundance TIC: BM016626.D

19,97

1.5e+07

le+07

13.26

5000000
16.13

14.65 17.39 18.24
| ) | . D G

Time-->12.00 12,50 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50
Abundance TIC: BM016626.D

1.5e+07
le+07

5000000

21.53
252 23.81
21.20 .65

I

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM082718\

Data File : BM016626.D

Aca On : 28 Aug 2018 04:03

Operator : SJ/JU

3?22 le J4660-14 082318-TIPC-F-D-S
ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown7.53 Concentration Rank 2

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

7.53 59.65 ng 1922480 1,4-Dichlorobenzene-d4 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hexenedinitrile 106 C6H6N2 001119-85-3 25
2 1.3-Cvclopentadiene 66 C5H6 000542-92-7 25
3 1-Penten-3-vne 66 C5H6 000646-05-9 25
4 1.4.4a.8a-Tetrahvdro-1.4-methano... 174 C11H1002 001200-89-1 25
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 14

Abundance Scan 721 (7.528 min): BM016626.D (-713) (-) m/z 132.00 100.00%
13p.0

5000

2071 7.20 7.40 7.60 7.80
ol et Tm/z 66.10 52.03%
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #4923: 3-Hexenedinitrile
66.0
5000
7.20 7.40 7.60 7.80
39.0 106.0 m/z 68.10 39.83%
0 T T e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #362: 1,3-Cyclopentadiene
66.0
T T T
7.20 7.40 7.60 7.80
5000 m/z 134.10 31.74%
39.0
) —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #360: 1-Penten-3-yne R E L e  EARES
66.0 7.20 7.40 7.60 7.80
39.0 m/z 69.10 28.34%
5000
m/z--> 20 40 60 80 100 120 140 160 180 200 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM082718\

Data File : BM016626.D

Aca On : 28 Aug 2018 04:03

Operator : SJ/JU

3?22 le J4660-14 082318-TIPC-F-D-S
ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.24 5.77 ng 494795 Phenanthrene-d10 17.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Undecanoic acid 186 C11H2202 000112-37-8 44
3 Pentadecanoic acid 242 C15H3002 001002-84-2 42
4 n-Decanoic acid 172 C10H2002 000334-48-5 35
5 Tetradecanoic acid 228 C14H2802 000544-63-8 30

Abundance Scan 2542 (18.239 min): BM016626.D (-2537) (-) m/z 73.05 100.00%

) 2

5000

-

18 00 18. 20 18. 40 18 60
0 3411 38701 /7 60.10 90.38%

m/z--> 50 100 150 200 250 300 350
Abundance #92227: n-Hexadecanoic acid
43.0
73.0
5000

18.00 18.20 18.40 18.60
m/z 213.20 87.63%
. L, 1220 1710 2130 2P0
m/z--> 50 100 150 200 250 300 350
Abundance #46616: Undecanoic acid
6Q0.0
e e
18.00 18.20 18.40 18.60
5000{ 290 m/z 55.10 68.96%
129.0
LER ]| e
m/z--> 50 100 150 200 250 300 350
Abundance #83686: Pentadecanoic acid
43.0 73.0 18.00 18.20 18.40 18.60
m/z 69.10 61.46%
5000 129.0
‘ 199.0 242.0
oL, ( b Mh .hS?-‘? L l, N T
m/z--> 50 100 150 200 250 300 350 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM082718\

Data File : BM016626.D

Aca On : 28 Aug 2018 04:03

Operator : SJ/JU

3?22 le J4660-14 082318-TIPC-F-D-S
ALS Vial : 28 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082118_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 4,4"-Dihydroxydiphenylsulphone Concentration Rank 3

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

22.52 9.83 ng 1363990 Chrysene-di12 21.53

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 4.47-Dihvdroxvdiphenvilsulphone 250 C12H1004S 000080-09-1 86

2 Propionaldehvde. 3-I(3-hvdroxv-6... 197 C9H11NO2S 030221-77-3 27

3 1-Phenoxvcarbonvlaminoanthraauinone 343 C21H13N0O4 092506-12-2 22

4 2.6-Difluorobenzoic acid. pent-2... 222 C12H8F202 1000292-58-3 22

5 dl-p-Chloro-alpha-hydroxyphenyla... 186 C8H7CI03 007138-34-3 22
Abundance Scan 3270 (22.521 min): BM016626.D (-3265) (-) m/z 250.00 100.00%

250.0
141.0
5000
292.1
65.1

207.0
22 20 22. 40 22. 60 22. 80
- .'!l,m.llal-.”.l, kel b L L 361 42014763 sa02 SR e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #88047: 4,4'-Dihydroxydiphenylsulphone
141.0 250.0
39.0
5000 93.0
22 20 22. 40 22. 60 22. 80
m/z 110.00 33.29%
A

11853.0
o A Bl mmma s e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #54310: Propionaldehyde, 3-[(3-hydroxy-6-methyl-2-pyridyl)...
141.0
53.0

22.20 22.40 22.60 22.80

5000 m/z 142.00 32.09%
197.0
97.7 ‘
o,H.WQ.”Ll” J”l.“..w..”,.”.,”..“..w..”,.”.,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #138430: 1-Phenoxycarbonylaminoanthraquinone T T T T P T
250.0 22 20 22. 40 22. 60 22. 80

m/z 292.10 29.83%

5000
94.0
oL 510 ’ 15101930

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22 20 22. 40 22. 60 22. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM082718\

Data File : BM016626.D

Aca On : 28 Aug 2018 04:03

Operator : SJ/JU

3?22 le J4660-14 082318-TIPC-F-D-S
ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Squalene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.65 2.49 ng 345951 Chrysene-di12 21.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 007683-64-9 68
2 1.6-Octadiene. 2.7-dimethvl- 138 C10H18 040195-09-3 64
3 2.6-Octadiene. 4.5-dimethvl- 138 C10H18 018476-57-8 59
4 2.6-Octadien-1-ol. 3.7-dimethvl-... 182 C11H1802 000105-86-2 59
5 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 59
Abundance Scan 3292 (22.651 min): BM016626.D (-3289) (-) m/z 69.05 100.00%
69.0
5000
1910, . 2070 2810 gepy 20 2260 2260 2300
- l b a3038Y 1T L1 PRCO38634312 504055001 75 81.10  28.83%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158503: Squalene
69.0
5000

22.40 22.60 22.80 23.00
m/z 41.00 11.76%

137.0
27.0 , 400 ). 191.0232.0273.0 3410  410.0

Ot rrthr ......“... L B e e e e o R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #16300: 1,6-Octadiene, 2,7-dimethyl-
69.0
22.40 22.60 22.80 23.00
5000 m/z 68.10 11.67%
2te 138.0
ot e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #16299: 2,6-Octadiene, 4,5-dimethyl-
69.0 22.40 22.60 22.80 23.00
m/z 67.05 10.34%
5000
olZ% | 1230
e e e e e e e e T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.40 22.60 22.80 23.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM082718\

Data File : BM016626.D

Acq On : 28 Aug 2018 04:03

Operator : SJ/JU

3?22 le J4660-14 082318-TIPC-F-D-S
ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM082118_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown7 .53 7.53 59.6 ng 1922480 1 8.00 644638 20.0
n-Hexadecanoic acid 18.24 5.8 ng 494795 4 17.39 1713820 20.0
4,4"-Dihydroxydip... 22.52 9.8 ng 1363990 5 21.53 2774110 20.0
Squalene 22.65 2.5 ng 345951 5 21.53 2774110 20.0
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