LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\

Data File : BF116811.D

Aca On : 4 Sep 2019 13:17

Operator : HP/JU

Sample : K4624-06 i
Misc : R
ALS Vial : 8 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-BF083019.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 5.457 569 573 577 rBY 1333036 1194550 72.85% 8.947%
2 6.475 741 746 751 rBVY 1515595 1430706 87.25% 10.716%
3 6.616 766 770 773 rBVY 1704394 1391688 84.87% 10.424%
4 6.845 806 809 812 rBV 553849 399654 24.37% 2.993%
5 7.004 832 836 839 rBVY 1275406 999927 60.98% 7.489%

7.404 899 904 907 rBV 1068783 853399 52.04% 6.392%
8.128 1023 1027 1030 rBV 677729 514145 31.35% 3.851%
129444 99428 6.06% 0.745%
8.886 1152 1156 1163 rBV 163723 204727 12.49% 1.533%
9.204 1206 1210 1213 rBV 1896062 1639770 100.00% 12.282%
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11 9.322 1226 1230 1233 rVB 84233 76168 4._.65% 0.570%
12 9.592 1273 1276 1283 rBV 396832 317364 19.35% 2.377%
13 9.880 1319 1325 1328 rBV 752356 612228 37.34% 4 _.585%
14 10.510 1430 1432 1435 rBV2 57106 63104 3.85% 0.473%
15 10.663 1454 1458 1462 rBV 1054419 1056145 64.41% 7.910%

16 10.710 1463 1466 1471 rVB 124013 151533 9.24% 1.135%
17 11.363 1574 1577 1580 rBV 633658 604007 36.83% 4.524%

18 12.957 1846 1848 1851 rVB 1173966 1110888 67.75% 8.320%
19 15.462 2271 2274 2281 rVB 384751 631982 38.54% 4_.733%

Sum of corrected areas: 13351413
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1I\BNA F\DATA\BF090419\

BF116811.D

4 Sep 2019 13:17

HP/JU

K4624-06

8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116811.D

Aca On : 4 Sep 2019 13:17

Operator : HP/JU

Sample = K4624-06

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 unknown6.62 Concentration Rank 1

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

6.62 69.64 ng 1391690 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 N-(-phenylisopropyl)benzaldimine 223 C16H17N 1000379-01-3 10

Abundance Scan 771 (6.622 min): BF116811.D (-766) (-) m/z 132.00 100.00%
5000
68
% m‘ 620 640 6.60 6.80 7.00
40 54 . . . . .
AL L As e m/z 134.00 32.86%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R AL UL LU I
6.20 6.40 6.60 6.80 7.00
31 78 m/z 68.10 32.42%
”III.! ||.|.!..||....|.|...|.. '.|....|....|....
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
620 640 6.60 6.80 7.00
5000 67 m/z 66.00 20.39%
97
‘ 29 ‘ 117
IIII‘I‘IIw\I\I ‘:‘l‘:‘:“l‘ |8|8|‘i |1|O|6||“|||H||||||||||||||||
m/z--> 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R e e e e e
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 96.00 12.85%
5000 og M°
SN -NM 8 .‘¥Q7.M‘ N . - .1§?. SN | SN
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116811.D

Aca On : 4 Sep 2019 13:17

Operator : HP/JU

Sample = K4624-06

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Benzene, 1,2-dichloro-4-iso... Concentration Rank 4

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

8.84 3.87 ng 99428 Naphthalene-d8 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2-dichloro-4-isocvanato- 187 C7H3CI2NO 000102-36-3 99
2 Benzene. 1.4-dichloro-2-isocvanato- 187 C7H3CI2NO 005392-82-5 98
3 3.5-Dichlorophenvl i1socvanate 187 C7H3CI2NO 034893-92-0 96
4 Benzene. 1.2-dichloro-3-isocvanato- 187 C7H3CI2NO 041195-90-8 95

5 Benzene, 1,3-dichloro-2-isocyanato- 187 C7H3CI2NO 039920-37-1 94

Abundance Scan 1148 (8.839 min): BF116811.D (-1145) (-) m/z 187.00 100.00%
187
124
5000
N R R EEmssmas
8.60 8.80 9.00 9.20
m/z 124.00 73.93%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #51133: Benzene, 1,2-dichloro-4-isocyanato-
187
124
5000 ||||||||||||||||||/|\|||
159 8.60 8.80 9.00 9.20
0
- 62 43 gg o m/z 189.00 66.02%
40 109 134 145
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #51132: Benzene, 1,4-dichloro-2-isocyanato-
124 187
N R EEEmsmmas
8.60 8.80 9.00 9.20
5000 m/z 159.00 33.66%
159
62 73
I S £ PP
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #51123: 3,5-Dichlorophenyl isocyanate L
187 8.60 8.80 9.00 9.20
m/z 126.00 26.24%
5000 124
62 159
37 49 73 97 ‘
A4 27 0 e e b Bl 109 g L
m/z--> 20 40 60 80 100 120 140 160 180 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116811.D

Aca On : 4 Sep 2019 13:17

Operator : HP/JU

Sample = K4624-06

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Phthalic anhydride Concentration Rank 3

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

8.89 7.96 ng 204727 Naphthalene-d8 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic anhvdride 148 C8H403 000085-44-9 95
2 Bicvclol4.2.0locta-1.3.5-triene-... 132 C8H402 006383-11-5 83
3 Phthalic acid. monoethvl ester 194 C10H1004 002306-33-4 78
4 1.2-Benzenedicarboxvlic acid 166 C8H604 000088-99-3 74
5 Phthalimide 147 C8H5NO02 000085-41-6 56

Abundance Scan 1157 (8.892 min): BF116811.D (-1152) (-) m/z 104.00 100.00%
104
76
5000
50
38 o1 86 148 8.60 8.80 9.00 9.20
e oA 88 m/z 76.00 77.31%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #23152: Phthalic anhydride
76 104
5000 50 IR AR R A
148 8.60 8.80 9.00 9.20
m/z 50.00 28.90%
38
'}4| ??, ﬂl"ll'?l"'Mjl" U S e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14488: Bicyclo[4.2.0]octa-1,3,5-triene-7,8-dione
T 104 S AR RAARS AARSE AR
50 8.60 8.80 9.00 9.20
5000 m/z 74.00 16.93%
132
26 \‘ i 61 ll 85
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #55736: Phthalic acid, monoethy! ester
76 104 8.60 8.80 9.00 9.20
m/z 148.00 11.92%
5000 50
148
L S ??'M“*' U JMI "93'| ""ﬁzg" T M" e S RS AR SR A
m/z--> 20 40 60 80 100 120 140 160 180 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116811.D

Aca On : 4 Sep 2019 13:17

Operator : HP/JU

Sample = K4624-06

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Metacetamol Concentration Rank 5

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

9.32 2.49 ng 76168 Acenaphthene-d10 9.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Metacetamol 151 C8H9NO2 000621-42-1 64
2 2.4.7.9-Tetramethvl-5-decvn-4.7-... 226 C14H2602 000126-86-3 59
3 m-l1sopropoxvaniline 151 C9H13NO 041406-00-2 59
4 Acetaminophen 151 C8H9NO2 000103-90-2 59
5 1-(1,2,3-Trimethyl-cyclopent-2-e... 152 C10H160 070987-81-4 46

Abundance Scan 1230 (9.322 mina): BF116811.D (-1226) (-) m/z 109.10 100.00%
109
151
5000 L_*M**Vbaﬁde
| s 6|9 8|5 9 | 128 137 160 9.00 9.20 9.40 9.60
...,”..u”sﬂ,ﬂ..ﬂ”.r,Jh.ﬁ.ﬂn“.!.“n..“...“..., m/z 43.00 92.44%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24779: Metacetamol
109
5000 151 N“*TTTTT*TTJ--u----u----u
9.00 9.20 9.40 9.60
43 - m/z 151.10 62.13%
15 27 | 54 65 | 91 | 122135
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
3 109
151 I NARARSE AR AR
9.00 9.20 9.40 9.60
5000 m/z 41.05 19.70%
69
57
169
,,1;6'”‘”"\” Al m\ H\\ LA L N TS 2
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24949: m-Isopropoxyaniline e A REEEEEasS
109 9.00 9.20 9.40 9.60
m/z 69.00 16.61%
5000
151
15 27 41 53 65 M 92 | 122136 |
m/z--> 20 45 éo 80 100 120 140 160 180 200 9.00 9.0 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116811.D

Aca On : 4 Sep 2019 13:17

Operator : HP/JU

Sample = K4624-06

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Benzenesulfonamide, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

10.51 2.06 ng 63104 Acenaphthene-d10 9.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide. 2-methvl- 171 C7HINO2S 000088-19-7 95
2 Benzenesulfonic acid. 2-methvl-.... 200 C9H1203S 059222-96-7 72
3 Gluconic acid 196 C6H1207 000526-95-4 49
4 4-(2-AminoethvD)benzenesulfonamide 200 C8H12N202S 035303-76-5 47
5 Bicyclo[4.1.0]hepta-1,3,5-triene 90 C7H6 004646-69-9 46

Abundance Scan 1432 (10.510 min): BF116811.D (-1430) (-) m/z 90.00 100.00%

90
106
5000

39 171 T T ---- T T
191 204 220 233 10 20 10. 40 10 60 10 80

m/z 91.10 77.12%

m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #39304: Benzenesulfonamide, 2-methyl-
90
106

5000 L L e

65 10 20 10. 40 10 60 10 80
39 137 171 m/z 106.00 67.56%
51 7 | 124 154
B B e
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #61660: Benzenesulfonic acid, 2-methyl-, ethyl ester
920
10.20 10.40 10.60 10.80
5000 172 m/z 65.00 41 .68%
65 137 200
7 154
51 107 ‘
..49....,....,....,.... }??.:, SN N S
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #58399: Gluconic acid
7, 90 10.20 10.40 10.60 10.80
0
43 6l m/z 89.10 27 .96%
5000 103
133
119 161
,lt.Hm,nJ.M:,Mht i .u..‘J.,.%SP.p. BT —
m/z--> 40 60 80 100 120 140 160 180 200 220 10.20 10.40 10.60 10.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF090419\
Data File : BF116811.D

Acq On : 4 Sep 2019 13:17

Operator : HP/JU

Sample - K4624-06

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083019.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]
unknown6 .62 6.62 69.6 ng 1391690 1 6.85 399654 20.0
Benzene, 1,2-dich... 8.84 3.9 ng 99428 2 8.13 514145 20.0
Phthalic anhydride 8.89 8.0 ng 204727 2 8.13 514145 20.0
Metacetamol 9.32 2.5 ng 76168 3 9.88 612228 20.0
Benzenesulfonamid... 10.51 2.1 ng 63104 3 9.88 612228 20.0
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