LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111519\
Data File : BG043661.D

Aca On : 15 Nov 2019 21:50

Operator :© JU

Sample : PB124780BL

Misc :

ALS Vial : 9 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 G\METHODS\8270-BG102119.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 3.176 9 15 29 rvB2 360826 681293 27.58% 6.490%
2 3.464 60 64 70 rBv 34778 42194 1.71% 0.402%
3 5.097 338 342 353 rVB 80657 123277 4 _.99% 1.174%
4 5.585 418 425 437 rBV 348729 607933 24.61% 5.791%
5 7.189 690 698 716 rBV 342285 665815 26.96% 6.342%

7.536 749 757 770 rBV 372502 682457 27.63% 6.501%
7.988 825 834 844 rBvV2 66818 121409 4.92% 1.157%
8.317 883 890 901 rBV 274252 482936 19.55% 4_.600%
9.157 1026 1033 1049 rBvV 177765 380773 15.42% 3.627%
10.797 1305 1312 1324 rBV 59850 142282 5.76% 1.355%

=
QO ~NO®

11 13.247 1722 1729 1744 rBV 569226 1000920 40.52% 9.534%
12 14.627 1956 1964 1975 rBV 127078 242027 9.80% 2.305%
13 16.114 2211 2217 2235 rBV 462931 937178 37.94% 8.927%
14 17.371 2425 2431 2445 rBV 183132 343319 13.90% 3.270%
15 19.610 2806 2812 2826 rBV 97400 257391 10.42% 2.452%

16 19.980 2869 2875 2892 rBV 1872202 2469970 100.00% 23.528%

17 20.238 2913 2919 2931 rBvV 33936 69842 2.83% 0.665%
18 20.720 2996 3001 3009 rBv2 64334 96528 3.91% 0.919%
19 21.637 3150 3157 3171 rBvV 246183 491450 19.90% 4.681%
20 23.088 3399 3404 3411 rvB4 15900 31709 1.28% 0.302%
21 23.887 3534 3540 3546 rVB7 14507 30629 1.24% 0.292%
22 24.815 3686 3698 3717 rBv2 172712 562548 22.78% 5.359%
23 25.914 3878 3885 3895 rBV7 11496 34076 1.38% 0.325%
Sum of corrected areas: 10497956
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111519\
Data File : BG043661.D

Aca On : 15 Nov 2019 21:50

Operator : JU

Sample : PB124780BL

Misc :

ALS vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG102119.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: BG043661.D

1500000

1000000

500000

3.18 5.58 7.19 7.54
8.32

9.16
3.46 5.10 7.99 10.80

e . TSUENE SUUSURSMESREESMFSUEIS L S L U, S { NSRS SR ———————

Time--> 3.50 4.00 450 500 550 6.00 650 7.00 7.50 8.00 850 9.00 9.50 1000 1050 1100 1150 1200 1250
Abundance TIC: BG043661.D

19,98

1500000

1000000

13.25
500000 16.11

21.64

14.63 17.37 19.61

20.72

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: BG043661.D

1500000
1000000

500000

24.82
23.09 23.89 /k 25.91

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\HPCHEMI\BNA G\DATA\BG111519\
Data File : BG043661.D

Aca On : 15 Nov 2019 21:50

Operator :© JU

Sample : PB124780BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 Butane, 2-methoxy-2-methyl- Concentration Rank 2

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

3.18 112.23 ng 681293 1,4-Dichlorobenzene-d4 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 38
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 22
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
5 1,4-Butanediamine 88 C4H12N2 000110-60-1 9

Abundance Scan 16 (3.182 min): BG043661.D (-9) (-) m/z 73.10 100.00%
7B
5000 43
55 87
| 63 3.20 3.30 3.40 3.50 3.60
o R o B I N — S Y2 b T {0 B T 0y £
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
43 3.20 3.30 3.40 3.50 3.60
55 87 m/z 55.05 29.36%
fg i 80
e A R A AR AR AR LN RARES RARSN SRR RARSS RARRS AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87
3.20 3.30 3.40 3.50 3.60
5000 a1 55 m/z 87.10 27 .92%
29 ‘
o 1L, \‘\ Noeslll s | o7 12 1
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1877: Acetamide, N-ethyl-
30 3.20 3.30 3.40 3.50 3.60
m/z 41.05 13.36%
5000 43 87 j\
15 72
0'“I”LI”M‘““fL”?%E%'“J“'P“H'”W”'W””I““I“” AU AR LR AR LA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111519\
Data File : BG043661.D

Aca On : 15 Nov 2019 21:50

Operator :© JU

Sample : PB124780BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 n-Propyl acetate Concentration Rank 5

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

3.46 6.95 ng 42194 1,4-Dichlorobenzene-d4 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Propvl acetate 102 C5H1002 000109-60-4 56
2 Octane. 1-propoxv- 172 C11H240 029379-41-7 9
3 1-Pentanol. 5-chloro-. acetate 164 C7H13CIl02 020395-28-2 9
4 Pentanoic acid. 3-hvdroxv-4-meth... 146 C7H1403 065596-31-8 9
5 Ethanamine, N-ethyl- 73 C4H11N 000109-89-7 7

Abundance Scan 63 (3.458 min): BG043661.D (-60) (-) m/z 43.10 100.00%
43
5000
61
7|3 o 320 340 360 380
okl L 8 m/z 61.10 34.41%
m/z--> 20 40 60 80 100 120 140 160
Abundance #4251: n-Propyl| acetate
43
5000 SRR S R SEE
3.20 340 3.60 3.80
61 m/z 73.10 13.55%
27 73
o L ) 103
LU S L S L UL WAL SO DU UL
m/z--> 20 40 60 80 100 120 140 160
Abundance #39793: Octane, 1-propoxy-
43
320 340 360 380
5000 57 - m/z 42.10 11.82%
29 83
112
ot Ml L)L e7 T 120 143 ar2
m/z--> 20 40 60 80 100 120 140 160
Abundance #34020: 1-Pentanol, 5-chloro-, acetate
43 320 340 360 3.80
m/z 41.10 11.15%
5000
68
55
0 "1?|'2Z"‘N*"J'J"szn ??' '??1 "1?%' L DAL WAL SRS S S
m/z--> 20 40 60 80 100 120 140 160 3.20 340 360 3.80

8270-BG102119.M Mon Nov 18 08:46:00 2019

Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111519\
Data File : BG043661.D

Aca On : 15 Nov 2019 21:50

Operator :© JU

Sample : PB124780BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.10 20.31 ng 123277 1,4-Dichlorobenzene-d4 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 37
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 17
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 16

Abundance Scan 342 (5.097 min): BG043661.D (-338) (-) m/z 43.10 100.00%

43
59
5000
101

4.80 500 520 540

37 53, | 73 83

O B e L L I m/z 59.10 64.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L LB L L BN B |
59 480 5.00 520 5.40
m/z 101.10 27.03%
15 31 101
| 25,1 37, 53 | 83
ot e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43
R ARAREEEE S
480 5.00 520 5.40
m/z 58.05 17.10%
5000 101
28 59
70 84
]75 \H‘ i 53‘\\‘ |, 78 | 9% |
oty 2 e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4035: 2,3-Butanedione, monooxime
43 480 5.00 520 5.40

m/z 56.10 6.51%
5000
101

15
| 28 37

58
: _ 51 | 69 84 L
L AL NN SN FINM perepmererrr e erererererrry

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111519\
Data File : BG043661.D

Aca On : 15 Nov 2019 21:50

Operator :© JU

Sample : PB124780BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 unknown7.54 Concentration Rank 1

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

7.54 112.42 ng 682457 1,4-Dichlorobenzene-d4 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
3 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 25
4 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12

Abundance Scan 758 (7.542 min): BG043661.D (-749) (-) m/z 132.10 100.00%
132
5000 68 /\\
96 IR I AR AR
40 o 54 62‘ [ | 103 7.20 7.40 7.60 7.80
o} S I N1 Y PR S P /PSR || m/z 68.10 40.80%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97
5000
7.20 7.40 7.60 7.80
31 70 m/z 134.00 33.61%
. 44 51 €0 7 8 | 105 116
miz--> 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
A IR L I
7.20 7.40 7.60 7.80
5000 m/z 66.10 28.21%
33 44 - g7 105
0""I'L"I"'“?%”"iq"'l' '1ﬁ' ﬁ? |"J'|'J”' }}EI""I T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14403: Imidazole, 4,5-dicyano-1-methyl-
132 7.20 7.40 7.60 7.80
m/z 69.10 19.44%
5000
67
80 a1
45 54
o....,....,..‘..,....6,%..,.7.4H.l....,‘i.??,.l.ﬁ)(.3 A N
m/z--> 30 40 50 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111519\
Data File : BG043661.D

Aca On : 15 Nov 2019 21:50

Operator :© JU

Sample : PB124780BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 2-Amino-5-isopropyl-8-methy... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

'20.24 2.84ng 69842  Chrysene-d12 21.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2-Amino-5-isopropvl-8-methvl-1-a... 224 C15H16N2 093946-48-6 59

2 1H-1.3-Benzimidazole. 5-methoxy-... 224 C14H12N20 1000350-62-4 53
3 2.
4 3
5 8

3.4.6-Tetramethoxvstvrene 224 C12H1604 048153-74-8 50
.5(2H)-Dihvdroindazol-5-one. 2-... 266 C16H14N202 059341-21-8 42
-Methyl-3a,4,5,6-tetrahydro-1H-... 224 C15H16N2 1000300-23-2 38

Abundance Scan 2919 (20.238 min): BG043661.D (-2913) (-) m/z 224.10 100.00%
24
5000 168
83 L o e
39 65 115 151 191 244 355 20.00 20.20 20.40 20.60
ol Sl e b AL ST 28 8 200,05 77.18%
m/z--> 50 100 150 200 250 300 350
Abundance #81166: 2-Amino-5-isopropyl-8-methyl-1-azulenecarbonitrile
5000
20.00 20.20 20.40 20.60
194 m/z 168.10 45 _.41%
15 39 57 77 o7 127 359188 | |
m/z--> 5|0 1(|)O 1é0 ZCI)O 2&'30 3(|)O 35|O
Abundance #80992: 1H-1,3-Benzimidazole, 5-methoxy-2-phenyl-
224
20.00 20.20 20.40 20.60
5000 m/z 167.00 33.71%
51 77 181
104 154
ob— ?3u;iﬂ Ay ﬂh‘}%7. P l . l .L —
m/z--> 50 100 150 200 250 300 350
Abundance #80715: 2,3,4,6-Tetramethoxystyrene
224 20.00 20.20 20.40 20.60
m/z 225.20 21.15%
5000
95 151 178
) —
m/z--> 50 100 150 200 250 300 350 20.00 20.20 20.40 20.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111519\
Data File : BG043661.D

Aca On : 15 Nov 2019 21:50

Operator :© JU

Sample : PB124780BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 Benzo[b]naphtho[2,3-d]Jthiop... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.72 3.93 ng 96528 Chrysene-di12 21.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolblnaphthol2.3-dlthiophene.... 264 C18H16S 024964-02-1 53
2 1(3H)-Isobenzofuranone. 3-(3-o0xo0... 264 C16H804 000482-23-5 38
3 Bitolvlene diisocvanate 264 C16H12N202 000091-97-4 30
4 Iron. (.eta.-5-cvclopentadienvl)... 264 Cl6H16Fe 1000155-06-6 30
5 1,8-Dichlorophenazine 5-oxide 264 C12H6CI2N20 006479-80-7 27
Abundance Scan 3001 (20.720 min): BG043661.D (-2996) (-) m/z 264.20 100.00%
264
5000 152 J\\ﬁ
208
o | 4 | 20040 20160 2050 21,00
57
ol 2L 2 s b 2L 2 !7 282 385 /7 249.10 86.10%
miz--> 50 100 150 200 250 300 350
Abundance #114244: Benzo[b]naphtho[2,3-d]thiophene, 9,10-dihydro-6,7...
264
5000 UM
234 20,40 20.60 20.80 21.00
117 m/z 152.10 47.04%
oL 30 63 8 |, 130 163184202 | |
miz--> 50 160 150 260 250 300 350
Abundance #114134: 1(3H)-Isobenzofuranone, 3-(3-oxo-1(3H)-isobenzofu...
264
0l 7060 2080 2100
5000 76 m/z 208.05  28.45%
152 180 208
50 104
LTl Te| || o
miz--> 50 160 150 200 250 300 350
Abundance #114014: Bitolylene diisocyanate LA e o
264 20.40 20.60 20.80 21.00
m/z 193.05 26.60%
5000
235
miz--> 55 160 150 200 250 300 350 20.40 20.60 20.80 21.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG111519\
Data File : BG043661.D

Acq On : 15 Nov 2019 21:50

Operator : JU

Sample : PB124780BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG102119_.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... 3.18 112.2 ng 681293 1 7.99 121409 20.0
n-Propyl acetate 3.46 7.0 ng 42194 1 7.99 121409 20.0
2-Pentanone, 4-hy... 5.10 20.3 ng 123277 1 7.99 121409 20.0
unknown7 .54 7.54 112.4 ng 682457 1 7.99 121409 20.0
2-Amino-5-isoprop... 20.24 2.8 ng 69842 5 21.64 491450 20.0
Benzo[b]naphtho[2... 20.72 3.9 ng 96528 5 21.64 491450 20.0

8270-BG102119.M Mon Nov 18 08:46:02 2019 Page: 9



