LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021220\
Data File : BF118915.D

Aca On : 12 Feb 2020 15:10

Operator : CG/JU

Sample = L1493-06

Misc :

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-BF020320.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 2.181 12 16 25 rvB2 38385 62971 1.52% 0.166%
2 5.016 495 498 507 rvVvB 40791 50599 1.22% 0.134%
3 5.434 565 569 583 rBY 2261082 2247420 54.34% 5.933%
4 6.445 737 741 753 rBVY 2263058 2249614 54.39% 5.939%
5 6.804 798 802 810 rBVY 1291068 1063643 25.72% 2.808%
6 6.963 825 829 832 rBVY 2240819 2014002 48.70% 5.317%
7 7.363 892 897 908 rBY 1535144 1512611 36.57% 3.993%
8 8.087 1015 1020 1028 rBVvV 1888309 1859750 44.97% 4.910%
9 8.857 1147 1151 1160 rBV 183979 270069 6.53% 0.713%
10 9.163 1197 1203 1215 rBvV 3988359 4135854 100.00% 10.919%
11 9.551 1266 1269 1276 rVB 111890 125700 3.04% 0.332%
12 9.745 1298 1302 1303 rBV 51011 51940 1.26% 0.137%
13 9.839 1313 1318 1323 rBvV 2232405 2077521 50.23% 5.485%
14 9.992 1340 1344 1349 rBVY 67376 75702 1.83% 0.200%
15 10.186 1374 1377 1379 rBvV 61500 54068 1.31% 0.143%
16 10.216 1379 1382 1386 rVvv 72504 86007 2.08% 0.227%
17 10.486 1424 1428 1433 rBV4 42430 64339 1.56% 0.170%

18 10.628 1448 1452 1459 rBV 2402472 2271669 54.93% 5.997%
19 10.680 1459 1461 1470 rVB 92818 115166 2.78% 0.304%
20 11.327 1566 1571 1573 rBV 1983012 1909007 46.16% 5.040%

21 11.345 1573 1574 1578 rVV 465681 393491 9.51% 1.039%
22 11.398 1581 1583 1587 rVB 114468 106239 2.57% 0.280%

23 11.827 1653 1656 1658 rBV 67505 75296 1.82% 0.199%
24 11.857 1658 1661 1664 rBV 610529 560242 13.55% 1.479%
25 11.939 1672 1675 1677 rBV 97017 96042 2.32% 0.254%
26 12.122 1704 1706 1709 rBV 53417 48055 1.16% 0.127%

27 12.539 1774 1777 1780 rVB 895613 725265 17 .54% 1.915%
28 12.639 1791 1794 1798 rBV2 273883 305372 7.38% 0.806%
29 12.769 1810 1816 1819 rBV 698938 778837 18.83% 2.056%
30 12.910 1836 1840 1843 rBV 3726103 3250335 78.59% 8.581%

31 13.810 1991 1993 2000 rVB2 392850 450599 10.89% 1.190%
32 13.963 2013 2019 2022 rBV3 1748562 2731585 66.05% 7.211%
33 13.992 2022 2024 2026 rVB 359188 305198 7.38% 0.806%
34 14.492 2105 2109 2114 rBV 3030057 2949729 71.32% 7.787%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021220\
Data File : BF118915.D

Aca On : 12 Feb 2020 15:10

Operator : CG/JU

Sample = L1493-06

Misc :

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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF020320.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.004 2193 2196 2199 rBV 471780 629570 15.22% 1.662%

36 15.427 2264 2268 2275 rVB 1390182 2175450 52.60% 5.743%

Sum of corrected areas: 37878957
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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\HPCHEMI\BNA F\DATA\BF021220\

BF118915.D

12 Feb 2020 15:10

CG/JuU

L1493-06

8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF020320.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000
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9.84

11.33

8.09

N

9.55
I 9.7
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TIC: BF118915.D
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0
Time-->
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021220\
Data File : BF118915.D

Aca On : 12 Feb 2020 15:10

Operator : CG/JU

Sample : L1493-06

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF020320.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 Phthalic anhydride Concentration Rank 6

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

8.86 2.90 ng 270069 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic anhvdride 148 C8H403 000085-44-9 95
2 1.2-Benzenedicarboxvlic acid 166 C8H604 000088-99-3 90
3 Phthalic acid. monoethvl ester 194 C10H1004 002306-33-4 90
4 Phthalamic acid 165 C8H7NO3 000088-97-1 83
5 Bicyclo[4.2.0]octa-1,3,5-triene-... 132 C8H402 006383-11-5 80

Abundance Scan 1152 (8.863 min): BF118915.D (-1147) (-) m/z 104.00 100.00%
76.0 0 Ak_
5000
50.0
148.0 AR AAREE SARNERAREE RALN
8.60 8.80 9.00 9.20
280 1880 | Wz 76.00  79.650%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #23154: Phthalic anhydride
104.0
76.0
5000 .
50.0 148.0 8.60 8.80 9.00 9.20
m/z 50.00 33.01%
12.0 28.0 || A ) L
miz--> 20 40 60 80 100 120 140 160 180
Abundance #35572: 1,2-Benzenedicarboxylic acid ]L
104.0
76.0 IS LR RN L
8.60 8.80 9.00 9.20
0
5000 0.0 m/z 74.00 19.47%
148.0
""Fﬁp"l'“*'I"JMI""I""I""I""I""I'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #55736: Phthalic acid, monoethy! ester
26.0 104.0 8.60 8.80 9.00 9.20
' m/z 148.00 14.67%
5000 50.0
148.0
L R LR L mﬂl" T t '}%%q "|""'|"17§P'
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\BF021220\
Data File : BF118915.D

Aca On : 12 Feb 2020 15:10

Operator : CG/JU

Sample : L1493-06

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF020320.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

11.86 5.87 ng 560242 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 78
4 Octadecanoic acid 284 C18H3602 000057-11-4 70
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64

Abundance Scan 1662 (11.863 min): BF118915.D (-1658) (-) m/z 73.00 100.00%

430 730

5000 129.1 192.1

:%

11.60 11.80 12.00 12.20

0 : m/z 43.05 82.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60.0
5000 1290 LI LI L L L LA B

11,60 11.80 12.00 12.20
256.0 m/z 60.00  78.19%

157.0 1g50 213.0

J‘“83.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72646: Tridecanoic acid
73.0

11.60 11.80 12.00 12.20
5000 m/z 55.00 64.67%

129.0

ekl | W‘Wgﬁg ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95855: Pentadecanoic acid B e R
43.0 73.0 11.60 11.80 12.00 12.20

m/z 41.00 62 .55%

171.0 214.0

%

5000 129.0

iy

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11. 60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021220\
Data File : BF118915.D

Aca On : 12 Feb 2020 15:10

Operator : CG/JU

Sample : L1493-06

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF020320.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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

12.64 3.20 ng 305372 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 74
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 70
5 n-Decanoic acid 172 C10H2002 000334-48-5 60

Abundance Scan 1794 (12.639 min): BF118915.D (-1791) (-) m/z 73.00 100.00%

43.0 73.0

5000
185.1

284.3 |||||||||I||||I||||I|||
3259 12.40 12.60 12.80 13.00

m/z 43.05 99.84%

m/z--> 50 100 150 200 250 300 350
Abundance #131262: Octadecanoic acid

i§

129.0 284.0

185.0 241.0 12.40 12.60 12.80 13.00
m/z 57.10 78.03%

5000

157 Ol \ |2130

uhi
L ||||||||||||||||||||

m/z--> 50 100 150 200 250 300 350
Abundance #95855: Pentadecanoic acid
43.0 73.0
b RRREE EEE A
12.40 12.60 12.80 13.00
5000 129.0 m/z 60.00 76.81%
199.0 242.0
el |
N1 o P
m/z--> 50 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester T T
43.0 12.40 12.60 12.80 13.00
m/z 41.10 70.48%
73.0
129.0
185.0213.0241.0
“ uu ‘ Fod S 3110 3720
m/z--> 50 O 150 200 250 300 350 12. 40 12. 60 12. 80 13 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021220\
Data File : BF118915.D

Aca On : 12 Feb 2020 15:10

Operator : CG/JU

Sample : L1493-06

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF020320.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 2- Chloropropionic acid, oc... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.81 3.30 ng 450599 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2- Chloropropionic acid. octadec... 360 C21H41CIl102 088104-31-8 90
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 90
3 E-15-Heptadecenal 252 C17H320 1000130-97-9 89
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 83
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 83
Abundance Scan 1993 (13.810 min): BF118915.D (-1991) (-) m/z 57.10 100.00%
511 1971 230.1
5000
LRI BN DAL SN B
13.40 13.60 13.80 14.00 14.20
333 w514 m/z 83.10 91.23%
m/z--> 50 100 150 200 250 300 350
Abundance #190678: 2- Chloropropionic acid, octadecy! ester
57.0
97.0
5000 AR SRR SRR IR
1340 13.60 13.80 14.00 14.20
25.0 m/z 43.10 89.92%
29.0 J 1540 2500
| 182 0 222, 0 297.0 360.0
m/z--> 50 100 150 200 250 300 350
Abundance #227401: Heptadecy! heptafluorobutyrate
57.0
67.0 13.40 13.60 13.80 14.00 14.20
5000 m/z 55.00 85.06%
29.0 125.0 169.0 238.0 W
.“. y “.‘.‘ .‘.hl lL .h. . llll |21?'(|)|\|. i .28.3'.0| ———r
m/z--> 50 100 150 200 250 300 350
Abundance #104157: E-15-Heptadecenal A B o
43.0 13.40 13.60 13.80 14.00 14.20

83.0 m/z 230.10 82 .95%

5000

3

MMl

wtj}3%016&01950224025%0

m/z--> 50 100 150 200 250 300 350 13. 40 13. 60 13. 80 14. OO 14 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021220\
Data File : BF118915.D

Aca On : 12 Feb 2020 15:10

Operator : CG/JU

Sample : L1493-06

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF020320.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 5H-[1]Benzopyrano[4,3-d]pyr--.. Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.49 21.60 ng 2949730 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5H-T11Benzopvranol4.3-dlpvrimidi... 275 C16H9N302 1000337-49-1 50
2 3.5-Diamino-6-I3.4-diethoxvpheny... 275 C13H17N502 058848-69-4 50
3 Acetic acid. 2-I5-(4-nitrophenvl... 275 C13H13N304 351064-45-4 49
4 8H-Benzolal-1.3-benzodioxolol6.5... 275 C17H9NO3 000475-75-2 43
5 1H-Indole, 2-cyclohexyl-3-phenyl- 275 C20H21N 1000163-87-0 43
Abundance Scan 2109 (14.492 min): BF118915.D (-2105) (-) m/z 275.10 100.00%
275.1
5000 129.0 246.1
50 o0 | 1001 2] tos serd ama || 10 1440 1060 1050
ob et 5 1651 4 g L1 | 3092 3574 3954 m/z 246.10 43.09%
m/z--> 50 100 150 200 250 300 350 400
Abundance #123552: 5H-[1]Benzopyrano[4,3-d]pyrimidin-5-one, 2-(3-pyr...
275.0
5000 L S BN S S
14.20 14.40 14.60 14.80
530 ggo 171.0 m/z 129.00 36.37%
— I‘ .“.".l'.‘ll 111?11(: — |20|3|0| 246'0 e B I .
m/z--> 50 100 150 200 250 300 350 400
Abundance #123276: 3,5-Diamino-6-[3,4-diethoxyphenyl]-1,2,4-triazine
275.0
14.20 14.40 14.60 14.80
5000 m/z 218.10 26.13%
43.0 1770
..{,-.7.6.0.1?5.0...} 206Q I ‘\ \{II .
m/z--> 50 100 150 200 250 300 350 400
Abundance #123259: Acetic acid, 2-[5-(4-nitrophenyl)-1-imidazolyl]-,... N e e AR
275.0 14.20 14.40 14.60 14.80
m/z 276.10 19.71%
5000
129.0 202.0
51.0 890 ‘ '
IAI‘JL\IIJ ‘1490 EI‘I[I\IZ?EOIILI — T T T
m/z--> 50 100 150 200 250 300 350 400 14,20 14.40 14.60 14.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF021220\
Data File : BF118915.D

Acq On : 12 Feb 2020 15:10

Operator : CG/JU

Sample : L1493-06

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF020320.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Phthalic anhydride 8.86 2.9 ng 270069 2 8.09 1859750 20.0
n-Hexadecanoic acid 11.86 5.9 ng 560242 4 11.33 1909010 20.0
Octadecanoic acid 12.64 3.2 ng 305372 4 11.33 1909010 20.0
2- Chloropropioni... 13.81 3.3 ng 450599 5 13.97 2731590 20.0
5H-[1]1Benzopyrano... 14.49 21.6 ng 2949730 5 13.97 2731590 20.0
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