LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070219\

Data File : BF115373.D

Aca On 2 Jul 2019 21:21 Instrument :
Operator : HP/JU BNA_F

Sample  : K3585-12 ek
Misc i RM-WATER-COMP
ALS Vial : 15 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-BF062119.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 3.437 250 255 269 rVB2 38479 85379 1.40% 0.161%
2 5.201 550 555 567 rBY 2398079 2405631 39.31% 4_.529%
3 6.242 728 732 742 rBVY 1707621 1671580 27.32% 3.147%
4 6.372 748 754 757 rBVY 4309834 4243441 69.35% 7.989%
5 6.601 790 793 797 rBVY 1370889 1238629 20.24% 2.332%
6 6.766 816 821 824 rBVY 4291694 4304917 70.35% 8.104%
7 7.172 884 890 893 rBVY 3254180 3409485 55.72% 6.419%
8 7.425 927 933 937 rBV3 59348 73806 1.21% 0.139%
9 7.631 963 968 976 rBV 78139 114197 1.87% 0.215%
10 7.889 1007 1012 1017 rBV 1664635 1539347 25.16% 2.898%

11 8.160 1055 1058 1069 rBvV 183100 258540 4.23% 0.487%
12 8.642 1138 1140 1145 rVB 98948 86589 1.42% 0.163%
13 8.972 1192 1196 1199 rVB 6094352 5911022 96.60% 11.128%
14 9.101 1215 1218 1223 rVB2 102885 120037 1.96% 0.226%
15 9.360 1259 1262 1267 rBV 380321 325214 5.31% 0.612%

16 9.530 1277 1291 1293 rBV 2568619 5816557 95.06% 10.950%
17 9.636 1305 1309 1314 rBV 2157403 1886634 30.83% 3.552%
18 9.801 1334 1337 1343 rBvV 84776 89914 1.47% 0.169%
19 10.425 1438 1443 1446 rBV 3352581 3382825 55.28% 6.368%
20 10.448 1446 1447 1457 rVVv2 164911 241096 3.94% 0.454%

21 10.525 1457 1460 1467 rVB 80584 101889 1.67% 0.192%
22 10.995 1536 1540 1547 rBV 1667137 1336529 21.84% 2.516%
23 11.054 1547 1550 1553 rVvVv 471810 371100 6.06% 0.699%
24 11.113 1556 1560 1568 rVB 2228648 1933444 31.60% 3.640%
25 11.401 1593 1609 1612 rBV2 107851 448588 7.33% 0.845%

26 11.513 1626 1628 1635 rVB 51467 62270 1.02% 0.117%
27 11.624 1644 1647 1650 rVB 88781 70786 1.16% 0.133%
28 11.666 1650 1654 1661 rBV 433016 478185 7.81% 0.900%
29 11.836 1680 1683 1686 rVB 116627 98047 1.60% 0.185%
30 12.083 1719 1725 1728 rBV3 63516 68740 1.12% 0.129%

31 12.448 1784 1787 1793 rBv4 88813 141646 2.31% 0.267%
32 12.707 1825 1831 1834 rBV 5542766 6119016 100.00% 11.520%
33 13.083 1892 1895 1899 rVB 241280 197339 3.23% 0.372%
34 13.301 1928 1932 1936 rBV2 87306 119910 1.96% 0.226%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070219\

Data File : BF115373.D

Aca On 2 Jul 2019 21:21

Operator : HP/JU

Sample - K3585-12 B
Misc :

ALS Vial : 15 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\HPCHEM1\BNA F\METHODS\8270-BF062119.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 13.389 1945 1947 1957 rVB4 44859 94742 1.55% 0.178%

36 13.624 1984 1987 1991 rVB 130632 113491 1.85% 0.214%
37 13.736 1999 2006 2025 rBV 1569416 1605219 26.23% 3.022%
38 13.936 2037 2040 2049 rVB 197773 187891 3.07% 0.354%
39 14.242 2089 2092 2096 rBV 250637 206536 3.38% 0.389%
40 14.536 2138 2142 2150 rVB 258502 225673 3.69% 0.425%

41 14.836 2189 2193 2198 rBVY 202138 214293 3.50% 0.403%
42 15.107 2234 2239 2246 rBV 1128452 1312176 21.44% 2.470%
43 15.177 2247 2251 2257 rVB 155224 187973 3.07% 0.354%
44 15.560 2312 2316 2321 rBV 102588 133144 2.18% 0.251%
45 16.001 2386 2391 2396 rBVY 52057 85136 1.39% 0.160%

Sum of corrected areas: 53118603
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070219\

Data File : BF115373.D

Aca On 2 Jul 2019 21:21

Operator : HP/JU

Sample - K3585-12 B
Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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: BF115373.D
6000000

5000000
6.37 6.77
4000000

7.17
3000000
5.20

2000000 6.24
6.60

1000000

3.44 L;f L | 742

oY

T
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF115373.D
6000000 8197

5000000

4000000
10.42

3000000

9.53

11.11
11.01

[L ne 1167 13.08
o 852 : 114951521184 12,08 12.45 .08,5

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF115373.D
6000000

2000000

1000000

5000000

4000000

3000000

2000000 13.74

15.11
1000000

13.39 13.6 n%1f4ﬂmlﬁ4 5.18 1556 16.00

et -

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070219\

Data File : BF115373.D

Aca On 2 Jul 2019 21:21

Operator : HP/JU

Sample - K3585-12 B
Misc :

ALS Vial : 15 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF062119_.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 unknown6.37 Concentration Rank 2

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

6.37 68.52 ng 4243440 1,4-Dichlorobenzene-d4 6.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
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 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 754 (6.372 min): BF115373.D (-748) (-) m/z 132.00 100.00%
13R.0
5000 68.0
96.0 NSRS RAREE AR SRR
40.0 6.00 6.20 6.40 6.60 6.80
0 .:,...!,-:.1.1‘.‘-?..-J.,....,....,....,297.-9. m/z 68.00 38.13%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 NN AR SRR
6.00 6.20 6.40 6.60 6.80
310 510 m/z 134.00 33.76%
0 I AL SN DAL DU
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
6.00 620 6.40 6.60 6.80
5000 67.0 m/z 66.00 24.60%
41.0 97.0
‘ ‘ 117.0
ol ,\i‘\, ,‘,\‘, T2
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #52379: Tranylcypromine-propionyl ..
57.0 132.0 6.00 6.20 6.40 6.60 6.80
m/z 69.00 14.99%
74.0
5000 98.0 116.0
0 e I‘I\I\I\I ""hl : Iw‘l : Iw‘l“l |‘|“| : I‘\ \I = |:|I-5|8|0|| — I]|.8|9I0I T
m/z--> 40 60 80 100 120 140 160 180 200 6.00 6.20 6.40 6.60 6.80
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Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070219\
Data File : BF115373.D

Aca On 2 Jul 2019 21:21

Operator : HP/JU

Sample - K3585-12

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Library Search Compound Report

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 9

Peak Number

3 Benzothiazole

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

8.16 3.36 ng 258540 Naphthalene-d8 7.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzothiazole 135 C7H5NS 000095-16-9 97
2 1.2-Benzisothiazole 135 C7H5NS 000272-16-2 90
3 3-Allvlbenzothiazolium bromide 255 C10H10BrNS 016407-55-9 83
4 1H-Pvrazolol3.4-dlpvrimidin-4-amine 135 C5H5N5 002380-63-4 64
5 Septacidin aminonucleoside 326 C12H18N605 003059-05-0 59

Abundance Scan 1058 (8.160 min): BF115373.D (-1055) (-) m/z 135.00 100.00%
135.0
5000 N &
108.0
69.0
45.0 91.0 7.80 8.00 8.20 8.40
o} M VI S NPV POV SO S | — m/z 108.00 33.28%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15455: Benzothiazole
135.0
5000 108.0 7.80 8.00 8.20 8.40
69.0 m/z 69.00 17.82%
0 270 450 91.0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15459: 1,2-Benzisothiazole
135.0
waﬂ"P"W'”'I”'W'
7.80 8.00 8.20 8.40
5000 m/z 82.00 9.75%
69.0 108.0
45.0 ] 9#0 ‘
0"'|'"'H”'““Wh"'ﬁ'"'l""l"“hl""l""l
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #106063: 3-Allylbenzothiazolium bromide
135.0 7.80 8.00 8.20 8.40
m/z 136.00 9.41%
5000 41.0
108.0
69.0
0 27.0 ‘ . 55'0\ \‘ | 91\0 H ‘\ 149.0 176.0
m/z--> 20 40 60 80 100 120 140 160 180 780 8.00 820 840
8270-BF062119.M Wed Jul 03 16:42:31 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070219\

Data File : BF115373.D

Aca On 2 Jul 2019 21:21

Operator : HP/JU

Sample - K3585-12 B
Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 Propanoic acid, 2-methyl-, ... Concentration Rank 3

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

9.53 61.66 ng 5816560 Acenaphthene-d10 9.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2-methyvl-. 1-met... 158 C9H1802 054340-93-1 59
2 Sulfurous acid. dipentvl ester 222 C10H2203S 1000309-13-9 53
3 Butanoic acid. anhvdride 158 C8H1403 000106-31-0 53
4 trans-2-Methvl-4-hexen-3-ol 114 C7H140 096346-76-8 53
5 Tripentyl orthoformate 274 C16H3403 000637-42-3 50

Abundance Scan 1291 (9.530 min): BF115373.D (-1277) (-) m/z 71.00 100.00%
71.0
43.0
5000
97.0 9.20 9.40 9.60 9.80
114.1  141.0 159.1
ol e SO 1810 2180 1 sz 43.00  61.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #30332: Propanoic acid, 2-methyl-, 1-methylbutyl ester
71.0
43.0
5000 "|""|"'gﬁ""|""|
9.20 9.40 9.60 9.80
89.0 m/z 70.00 17.78%
: 115.0
o I , 143.0
m/z--> 20 40 60 85 100 120 140 160 180 200 220
Abundance #78606: Sulfurous acid, dipentyl ester
71.0
450 920 940 9.60 9.80
5000 ' m/z 41.00 15.96%
o260 Jl 1| 1010 1230 1530
m/z--> 20 40 60 80 100 150 140 160 180 200 220
Abundance #30002: Butanoic acid, anhydride R e NS N
71.0 9.20 9.40 9.60 9.80
m/z 55.00 9.23%
43.0
5000
26‘10 |
e S R S L WL WL L IS WL B DENARAEASERE AR SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070219\

Data File : BF115373.D

Aca On 2 Jul 2019 21:21

Operator : HP/JU

Sample - K3585-12 B
Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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-Propanol, 1-chloro-, phos... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.00 13.83 ng 1336530 Phenanthrene-d10 11.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanol. 1-chloro-. phosphate... 326 C9H18C1304P 013674-84-5 90
2 Bis(1l-chloro-2-propvl)(3-chloro-... 326 C9H18C1304P 137909-40-1 49
3 Bis(3-chloro-1-propvl)(1-chloro-... 326 C9H18C1304P 137888-35-8 38
4 Tris(3-chloropropvl) phosphate 326 C9H18CI304P 001067-98-7 10
5 DL-Alloisoleucine, N-acetyl- 173 C8H15N03 033601-90-0 9
Abundance Scan 1541 (11.001 min): BF115373.D (-1536) (-) m/z 124.95 100.00%
98.9 125.0
41.0
5000 1569 2010
277.0 S |V S
5 232.9 10.60 10.80 11.00 11.20 11.40
0 ¢ m/z 98.90 88.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166335: 2-Propanol, 1-chloro-, phosphate (3:1)
99.0 125.0
41.0
5000 AL SRR BUMLIN SO B
170 5o 2770 10,60 10,80 11.00 11.20 11.40
m/z 41.00 62.78%
ol15:0 71, | | L | 280 | 3110
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240 260 280 300 320
Abundance #166337: Bis(1-chloro-2-propyl)(3-chloro-1-propyl)phosphate
99.0
157.0 10.60 10.80 11.00 11.20 11.40
5000 2010 277.0 m/z 201.00 48.18%
45.0 1 233.0 ‘
0 '"|""|""|?EL'.£’|""|""|""‘|"" III\J S ‘II”L\ ”Ihl ||||‘| S— H M 3|:!-|3|P||||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 1
Abundance #166338: Bis(3-chloro-1-propyl)(1-chloro-2-propyl)phosphate L e e e
99.0 10.60 10.80 11.00 11.20 11.40
m/z 156.90 41 _.24%
157.0
5000
125.0
‘ ‘ 1.0 2510277.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10,60 10,80 11.00 11.20 11.40

8270-BF062119.M Wed Jul 03 16:42:33 2019 Page: 7



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070219\

Data File : BF115373.D

Aca On 2 Jul 2019 21:21

Operator : HP/JU

Sample - K3585-12 B
Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 Bis(l-chloro-2-propyl)(3-ch... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.05 3.84 ng 371100 Phenanthrene-d10 11.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bis(l-chloro-2-propv)(3-chloro-... 326 C9H18C1304P 137909-40-1 87
2 Tris(3-chloropropvl) phosphate 326 C9H18CI1304P 001067-98-7 40
3 Bis(3-chloro-1-propvl)(1-chloro-... 326 C9H18C1304P 137888-35-8 39
4 2-Propanol. 1-chloro-. phosphate... 326 C9H18CI304P 013674-84-5 23
5 2-Butyl methylphosphonofluoridate 154 C5H12F02P 000352-52-3 17
Abundance Scan 1549 (11.048 min): BF115373.D (-1547) (-) m/z 98.90 100.00%
41.0 98.9
124.9
5000 156.9
201.0 LN SRR SUMLRN RULAN B
liy, . 749 || | | | 229 2770 10.80 11.00 11.20 11.40
L TR MR m/z 41.00 81.67%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166337: Bis(1-chloro-2-propyl)(3-chloro-1-propyl)phosphate
9d.0
157.0
5000 RN UL SULRULE IR B
201.0 2010 10.80 11.00 11.20 11.40
45.0 ‘ ‘ 233.0 m/z 124.90 57.85%
0||||||||||!'l'u'uﬁL:Pnn ||||||||||I|||||' |||'|I — ||||||' ||||I| ||I|I| S 3130
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166334: Tris(3-chloropropyl) phosphate
43.0 9.0 157.0
10,80 11.00 11.20 11.40
5000 m/z 156.90 44 _.00%
ﬁzao
1. 277.0
o O 1 ,\,,, _,\, 230 by 3260
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166338: Bis(3-chloro-1-propyl)(1-chloro-2-propyl)phosphate T ./.\ EEEEEE RS
9d.0 10.80 11.00 11.20 11.40
m/z 116.90 36.40%
157.0
5000
125.0
‘ 201.0 2510 277.0
05”’\ o B e L~
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070219\

Data File : BF115373.D

Aca On 2 Jul 2019 21:21

Operator : HP/JU

Sample - K3585-12 B
Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 Tri(propylene glycol) propy... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.40 4.64 ng 448588 Phenanthrene-d10 11.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tri(propvlene alvcol) propvl ether 234 C12H2604 096077-04-2 64
2 Propanol. [(butoxvmethvlethoxy)m... 248 C13H2804 055934-93-5 64
2-T2-T2-T2-(2-Methoxvethoxv)etho... 324 C14H3206Si 1000352-07-5 59
4 1-Propanol. 2-(2-methoxvpropoxv)- 148 C7H1603 013588-28-8 50
5 s-Trioxane, 2,4,6-triethyl- 174 C9H1803 002396-42-1 50
Abundance Scan 1609 (11.401 min): BF115373.D (-1593) (-) m/z 59.00 100.00%
5d.0
5000 __Adkﬂﬂﬁvw///\\\\\\~n_-~h.
| T 1100 1150 1130 1160 1150
87.0 161.0 : : : : :
o — ..:'.,....,“...'.l,..l.?g.‘?.. | M/Z 57.00  24.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #88853: Tri(propylene glycol) propyl ether
59.0
5000 AN DA SR BN
11,00 11.20 11.40 11.60 11.80
117.0 m/z 115.00 22.78%
. 310||| | 810 161.0 203.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #100493: Propanol, [(butoxymethylethoxy)methylethoxy]-
59.0
11.00 11.20 11.40 11.60 11.80
5000 m/z 117.00 17.39%
117.0
31. 0‘ ‘ ‘ 87.0 16.} .0
0 T ”” H””M”” T ”IHI S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #163878: 2-[2-[2-[2-(2-Methoxyethoxy)ethoxy]ethoxy]ethoxy]... e
59.0 11.00 11.20 11.40 11.60 11.80
m/z 41.00 15.28%
103.0
5000
29.0 ‘ ‘ 147.0
Obrrrrethe ettt bt e o 1770 2050 2330 2610
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.00 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070219\

Data File : BF115373.D

Aca On 2 Jul 2019 21:21

Operator : HP/JU

Sample - K3585-12 B
Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 8 n-Hexadecanoic acid Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.67 4.95 ng 478185 Phenanthrene-d10 11.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tridecanoic acid 214 C13H2602 000638-53-9 90
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 1655 (11.672 min): BF115373.D (-1650) (-) m/z 73.00 100.00%
73.0
43.0
5000
213.1
' 157.0 185.1
256.2 11.40 11.60 11.80 12.00
o m/z 59.95 82.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 1290 LN L L L L L LB
83.0 11.40 11.60 11.80 12.00
- 0
157.0 1g50 2130 256.0 m/z 43.00 79.13%
0 4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid
73.0
R R e S A REEE
43.0 11.40 11.60 11.80 12.00
m/z 57.00 69.67%
5000 1290
185.0 228.0
97.0
d IR 157.0
O.H,H.JJ.M”J.qnnwhHM,muwﬂ”n.Wh R R SIRARERREER e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid B REE e e
43.0 73.0 11.40 11.60 11.80 12.00
m/z 55.00 66.46%
5000 129.0 \A/L
0.1.5.'?....,... I o o e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00

8270-BF062119.M Wed Jul 03 16:42:34 2019

Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070219\

Data File : BF115373.D

Aca On 2 Jul 2019 21:21

Operator : HP/JU

Sample - K3585-12 B
Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 9 Tris(1,3-dichloroisopropyl)... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

13.08 2.46ng 197339 Chrysene-d12 13.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Tris(l.3-dichloroisopropvl)phosp... 428 C9H15CI604P 013674-87-8 91
2 1-Propanol. 2.3-dichloro-. phosp... 428 C9H15C1604P 000078-43-3 53

3 1-Propene. 1.3-dichloro-. (2)- 110 C3HA4CI2 010061-01-5 38

4 Propane. 2.2"-oxvbisl1l.3-dichloro- 238 C6H10CI40 059440-89-0 25

5 Propane, 1,2,3-trichloro- 146 C3H5CI3 000096-18-4 23

Abundance Scan 1894 (13.077 min): BF115373.D (-1892) (-) m/z 75.00 100.00%
74.0

5000
R
268.8 302.9 12.80 13.00 13.20 13.40
o} m/z 98.90 70.51%
m/z--> 0 50 100 150 200 250 300 350
Abundance #221825: Tris(1,3-dichloroisopropyl)phosphate
75.0
5000 191.0
12.80 13.00 13.20 13.40
4.0 155.0 381.0 m/z 190.90  47.34%
L T (oo™,
o 1 PO VO P - OO
m/z--> 0 50 100 150 200 250 300 350
Abundance #221827: 1-Propanol, 2,3-dichloro-, phosphate (3:1)
75.0
Pt PP
12.80 13.00 13.20 13.40
5000 191.0 m/z 77.00 34.75%
o 155.0
l“ o ‘ h 2600 3210  38L0
oV N 50 A PRSP ' .- N
m/z--> 0 50 100 150 200 250 300 350
Abundance #5655: 1-Propene, 1,3-dichloro-, (2)- T T T T
75.0 12.80 13.00 13.20 13.40
m/z 192.90 29.42%
5000
39.0
110.0
m/z--> 0 50 100 150 200 250 300 350 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070219\

Data File : BF115373.D

Aca On 2 Jul 2019 21:21

Operator : HP/JU

Sample - K3585-12 B
Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 10 Heneicosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.94 2.34 ng 187891 Chrysene-di12 13.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 90
5 Heptadecane 240 C17H36 000629-78-7 90

Abundance Scan 2041 (13.942 min): BF115373.D (-2037) (-) m/z 57.00 100.00%

57.0

85.0
5000

| [1 141. 1169 1171 239, 4240 13.60 13.80 14.00 14.20
o....‘J”'llJ AT R m/z 71.05  75.75%

m/z--> 50 100 150 200 250 300 350

Abundance #141426: Heneicosane
57.0
85.0 L

5000
1360 13,80 14.00 1420
m/z 43.00 61.64%

29.0 13.0
oL Ld Ll [ ‘14}01690197022502530 296.0
i ., AL B i e B o e e o B
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0

13 60 13. 80 14. OO 14.20

5000 85.0 m/z 85.05 57.71%
29.0
o1 j | l‘lﬂal 14}01690197022502530 205.0323.0  367.0
e f e B e e e e R
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57.0 13.60 13.80 14.00 14.20

m/z 41.00 24 _.27%

= i M
1 L4'\Jwv\
} ﬂ }41016901970 23.0567.0296.0

352.0

oLt e e R LAS e s s e,

m/z--> 50 150 200 250 300 350 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070219\

Data File : BF115373.D

Aca On 2 Jul 2019 21:21

Operator : HP/JU

Sample - K3585-12 B
Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 11 Hexacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14 .24 2.57 ng 206536 Chrysene-di12 13.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptadecane 240 C17H36 000629-78-7 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 2092 (14.242 min): BF115373.D (-2089) (-) m/z 57.00 100.00%
57.0
%80 "'14.00 14.20 14.40 14.60
155.1
0...J, ' o eer2 . m/z 71.10 75.00%
m/z--> 50 100 150 200 250 300 350

%

Abundance #194493: Hexacosane
57.0

5000
~14.00 14.20 1440 14.60
m/z 43.00 59.94%

99.0
o |Jjjﬂdmw1%onm2mom% 367.0
e B ; I e e B e e LA
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
R R E o
14.00 14.20 14.40 14.60
5000 m/z 85.10 51.70%
99.0
o 2700 | || )y, 1AL 0 1830 2250 281.0  337.0  394.0
e I e o e e e T L e e e o e e |
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0 14. 00 14.20 14.40 14.60

m/z 55.00 21.03%

5000
99.0
27,0 141.0 183 0 225.0 266.0296.0

\]lJl‘JJ

L A SRESEE AL -

m/z--> 50 100 150 200 250 300 350 14. 00 14 20 14. 40 14. 60

%
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070219\

Data File : BF115373.D

Aca On 2 Jul 2019 21:21

Operator : HP/JU

Sample - K3585-12 B
Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 12 Heptacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.54 3.44 ng 225673 Perylene-d12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Heptacosane 380 C27H56 000593-49-7 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 2143 (14.542 min): BF115373.D (-2138) (-) m/z 57.00 100.00%

57.0
5000

99.0 ST T T
lhlﬂommzmzmn 1420 14.40 14.60 14.80
| -1

ol b e 2 | m/z 71.00 74.85%

m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0

5000
14.20 14.40 14.60 14.80
m/z 43.00 58.42%

99.0
ol 1, j y l|.|.941° 183.0 2250 267.0 3090  367.0
—t L e e e e e LI A o
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57.0

14 20 14. 40 14. 60 14.80

5000 m/z 85.10 58.15%
99.0
o 270) | | | &l.l.}4%0\ 183.0 225.0 2670 309.0 351.0380.0
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57.0 14.20 14.40 14.60 14.80

m/z 55.00 21.77%

h b\u\
} | l Ll 1410 1830 23902680 3080 3520 “MJ

ol b s PESY 2680 3080 3520 e

m/z--> 50 100 150 200 250 300 350 14.20 14.40 14. 60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070219\

Data File : BF115373.D

Aca On 2 Jul 2019 21:21

Operator : HP/JU

Sample - K3585-12 B
Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 14 Triacontane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.18 2.87 ng 187973 Perylene-d12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Pentacosane 352 C25H52 000629-99-2 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2251 (15.177 min): BF115373.D (-2247) (-) m/z 57.00 100.00%

99.0 R R P R
197.1 239.1 2819 1480 15.00 15.20 15.40

o/ 0 0 1 B Y A . — m/z 71.10 74.11%

m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57.0

5000 S AEREEESE A L S
14.80 15.00 15.20 15.40

99.0 m/z 85.10 60.38%

o ‘ | d | 1419 1830 2250 267.0 309.0 3510 4220
e ,. A e e BB it
m/z--> 50 100 150 200 250 300 350 400
Abundance #185533: Pentacosane
5—.0 %/J

14.80 15.00 15.20 15.40

1] bt

5000 m/z 43.00 58.21%
99.0
oL Ll 1410 1830 2250 267.0 300.0 352.0
N B o B e L L e S
m/z--> 50 100 150 200 250 300 350 400 A,\J
Abundance #141426: Heneicosane LA B s man SN
57.0 14.80 15.00 15. 20 15. 40

m/z 55.00 23.27%

5000
99.0
{ L] 141.0 1830 225.0 296.0

25)0) | ‘

ol Sl h e S

m/z--> 50 100 150 200 250 300 350 400 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070219\

Data File : BF115373.D

Aca On 2 Jul 2019 21:21

Operator : HP/JU

Sample - K3585-12 B
Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 15 2-methyloctacosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.56 2.03 ng 133144 Perylene-di12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Pentacosane 352 C25H52 000629-99-2 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 2316 (15.560 min): BF115373.D (-2312) (-) m/z 57.00 100.00%
510
M a0 1520 1540 1560 10"
U 1831 : : : :
ol A JI LAy 8L 22502650 | "m/z 71.05  77.53%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57.0
5000 L DU B DU MR B
15.20 15.40 15.60 15.80
99.0 m/z 43.00 58.40%
o | ][ | 1419 1830 2250 267.0 309.0 3510 4220
m/z--> 50 100 1éo 260 250 300 350 400
Abundance #215181: 2-methyloctacosane
57.0
15.20 15.40 15.60 15.80
5000 m/z 85.05 56.33%
99.0
ot ‘, | || j 1410 ;830 225.0 267.0 309.0 365.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane e AAREEE e
57.0 15.20 15.40 15.60 15.80
m/z 99.10 21.62%
5000
99.0
oL.25l0 \ | J / 1419 1830 225.0 296.0
m/z--> 50 100 150 200 250 300 350 400 15.20 15.40 15.60 15.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF070219\

Data File : BF115373.D

Acq On 2 Jul 2019 21:21

Operator : HP/JU

Sample - K3585-12 B
Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF062119_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 .37 6.37 68.5 ng 4243440 1 6.61 1238630 20.0
Benzothiazole 8.16 3.4 ng 258540 2 7.89 1539350 20.0
Propanoic acid, 2... 9.53 61.7 ng 5816560 3 9.64 1886630 20.0
2-Propanol, 1-chl... 11.00 13.8 ng 1336530 4 11.11 1933440 20.0
Bis(l-chloro-2-pr... 11.05 3.8 ng 371100 4 11.11 1933440 20.0
Tri(propylene gly... 11.40 4.6 ng 448588 4 11.11 1933440 20.0
n-Hexadecanoic acid 11.67 5.0 ng 478185 4 11.11 1933440 20.0
Tris(1,3-dichloro... 13.08 2.5 ng 197339 5 13.74 1605220 20.0
Heneicosane 13.94 2.3 ng 187891 5 13.74 1605220 20.0
Hexacosane 14.24 2.6 ng 206536 5 13.74 1605220 20.0
Heptacosane 14 .54 3.4 ng 225673 6 15.11 1312180 20.0
Triacontane 15.18 2.9 ng 187973 6 15.11 1312180 20.0
2-methyloctacosane 15.56 2.0 ng 133144 6 15.11 1312180 20.0
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