LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071919\
Data File : BF115667.D

Aca On 19 Jul 2019 10:43

Operator : HP/JU

Sample : PB121516BL

Misc :

ALS Vial : 5 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 F\METHODS\8270-BF071219.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 2.257 24 29 37 rvB 63140 91590 1.59% 0.230%
2 5.110 509 514 522 rBV 301245 378765 6.58% 0.950%
3 5.510 577 582 585 rBVY 3409212 3148313 54.71% 7.899%
4 6.504 746 751 754 rBVY 2903600 3201481 55.63% 8.033%
5 6.651 771 776 779 rBVY 3386472 3389189 58.89% 8.504%

6.881 811 815 818 rBV 1177477 1092336 18.98% 2.741%
7.040 837 842 845 rBV 3718490 3778921 65.66% 9.482%
7.439 904 910 913 rBV 2825166 3101538 53.89% 7.782%
8.163 1027 1033 1036 rBV 1393242 1418685 24.65% 3.560%
9.239 1209 1216 1219 rBV 5157922 5755043 100.00% 14.440%

=
QO ~NO®

11 9.916 1325 1331 1335 rBV 1792101 1715328 29.81% 4 _.304%
12 10.704 1459 1465 1482 rBV 2740338 2679057 46.55% 6.722%
13 11.404 1578 1584 1587 rBV 2102397 1797707 31.24% 4.511%
14 12.992 1849 1854 1857 rBV 5250887 5519519 95.91% 13.849%
15 14.045 2029 2033 2042 rVB 1614647 1431241 24.87% 3.591%

16 15.533 2280 2286 2290 rBV 981097 1235337 21.47% 3.100%

17 16.004 2362 2366 2371 rVB 42680 62073 1.08% 0.156%
18 16.515 2449 2453 2462 rVB2 34030 58743 1.02% 0.147%
Sum of corrected areas: 39854866
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071919\
Data File : BF115667.D

Aca On 19 Jul 2019 10:43

Operator : HP/JU

Sample : PB121516BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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: BF115667.D
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Abundance TIC: BF115667.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071919\
Data File : BF115667.D

Aca On 19 Jul 2019 10:43

Operator : HP/JU

Sample : PB121516BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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.

5.11 6.93 ng 378765 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Butane. 1l-ethoxv- 102 C6H140 000628-81-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 514 (5.110 min): BF115667.D (-509) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 AR R AN AR
| 83.0 | 4.80 5.00 5.20 5.40
Obrrr e e e m/z 59.00 57.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A UL L UL
59.0 480 500 520 540
0
150 41, 1010 m/z 101.00 21.97%
: 83.0
0 1| N . .
R I AN RS UL AL I IR UL RIS SRR LRSS RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
480 500 520 540
5000 410 m/z 58.00 16.17%
o | T A Y 1260 1420
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4425: Butane, 1-ethoxy- R R e
59.0 4.80 5.00 5.20 5.40
31.0 m/z 41.00 8.93%
5000
3.0 73.0
15\'0 | A‘ \ | ‘ ‘ 87.0 102.0
S R R R SR AN AR RRARA RARSA RARAN SARAN LALA RALRS ARSI RARRY AR AR R AR AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071919\
Data File : BF115667.D

Aca On 19 Jul 2019 10:43

Operator : HP/JU

Sample : PB121516BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 unknown6.65 Concentration Rank 2

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

6.65 62.05 ng 3389190 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 776 (6.651 min): BF115667.D (-771) (-) m/z 132.00 100.00%
132.0
5000 68.0
P
400 540 | | 780 9‘?'0 106.0 ‘ 6.40 6.60 6.80 7.00
O K T R et P i e m/z 68.00 38.69%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 o e e o T
4o o a0 m/z 134.00  33.73%
0 .|....|....||‘.|...il....|‘.'.|ll| .I.I.l;'....‘|..I:.|.1.0.7.'0...l.'|....| P
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
690 1000 "6 650 om0 700
5000 ' m/z 66.00 25.42%
31.0 51.0
| | ‘ 7? 0 1
s R RN RN RN N RS RAARA RRARS AN AR LRSS RARR BN
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- e T R Rmama s
132.0 6.40 6.60 6.80 7.00
m/z 69.00 15.44%
117.0
5000
39.0 910
zro " %) @0 mo | wso || |
o) S E— ||||‘|‘||||||||||||||||||||‘||||||l|||l‘ ERREE S —
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071919\
Data File : BF115667.D

Aca On 19 Jul 2019 10:43

Operator : HP/JU

Sample : PB121516BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 Dibenzo[def,mno]Jchrysene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

16.52 0.95 ng 58743 Perylene-d12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolahilpervlene 276 C22H12 000191-24-2 98
2 Dibenzoldef.mnolchrvsene 276 C22H12 000191-26-4 94
3 Indenoll1l.2.3-cdlpvrene 276 C22H12 000193-39-5 83
4 6H-Pvridol4.3-blcarbazole. 9-met... 276 C18H16N20 010371-86-5 58
5 Naphthalen-1-yl-(3-nitro-benzyli... 276 C17H12N202 200421-53-0 50

Abundance Scan 2454 (16.521 min): BF115667.D (-2449) (-) m/z 57.00 100.00%

51.0

%

5000
155.1 183.1 207.0 283.0 16.20 16.40 16.60 16.80
Obrrrr el m/z 71.05 88.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #124616: Benzo[ghi]perylene
276.0
5000 LA L L L L L B LB L |

16.20 16.40 16.60 16.80
m/z 85.00 57.89%

138.0

27.0 50.0 74.0 111.0 159.0 198.0 222.0 248.0

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #124621: Dibenzo[def,mno]chrysene
276.0
R REERE R R Ry
16.20 16.40 16.60 16.80
5000 m/z 43.00 57.72%
138.0
ob 20, 850 9301150 ‘\‘ 169.0 198.0 222.0 248.0 H\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #124618: Indeno[1,2,3-cd]pyrene s RRRERREEEEE
276.0 16.20 16.40 16.60 16.80
m/z 99.00 25.84%
5000
138.0
ol 51.0 74.0 112.0 174.0 198.0 224.0 248.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.20 16.40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BFO071919\
Data File : BF115667.D

Acq On 19 Jul 2019 10:43

Operator : HP/JU

Sample : PB121516BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071219_.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... 5.11 6.9 ng 378765 1 6.88 1092340 20.0
unknown6 .65 6.65 62.0 ng 3389190 1 6.88 1092340 20.0
Dibenzo[def,mno]c... 16.52 0.9 ng 58743 6 15.53 1235340 20.0
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