Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Intearation
Intearator:
Smoothing :
Sampling :
Start Thrs:
Stop Thrs :

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >

LSC Area Percent Report

Z:\HPCHEM1I\BNA F\DATA\BF042718\

BF104889.D

27 Apr 2018 18:51
JuUssJ

J2522-03

11 Sample Multiplier: 1
Parameters: rteint.p
RTE

ON

1

0.2

0

Peak separation: 5

Filte

Min Area: 3 % of largest Peak

ring: 5

Max Peaks: 100
Peak Location: TOP

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF040618.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr.
# min scan scan scan TY heiaht area % max.
1 5.004 490 496 499 rBV 967870 1205683 1.60%
2 5.434 566 569 585 rBV 727557 1142219 1.52%
3 6.457 739 743 760 rBV 822490 1436371 1.91%
4 6.581 760 764 770 rVV 1176843 1257588 1.67%
5 6.951 823 827 836 rBVY 1903677 1738151 2.31%
6 7.363 892 897 900 rBVY 1131661 971754 1.29%
7 9.157 1195 1202 1205 rBv 1811162 1644777 2.19%
8 11.116 1532 1535 1540 rBV 1017949 846255 1.12%
9 11.169 1540 1544 1549 rBV 969954 900155 1.20%
10 11.886 1663 1666 1669 rVB 1277538 1017286 1.35%
11 12.780 1814 1818 1821 rBvV 914321 753193 1.00%
12 12.915 1837 1841 1844 rBVY 1873027 1629798 2.17%
13 13.592 1917 1956 1959 rBV2 7158769 75236116 100.00%
14 13.686 1968 1972 1973 rVV2 761220 756627 1.01%
15 13.704 1973 1975 1977 rVV 1398528 1188422 1.58%
16 13.739 1977 1981 1984 rVB2 773118 1058579 1.41%
17 13.827 1993 1996 1998 rVV2 798340 849872 1.13%
18 13.998 2016 2025 2028 rBV2 5383078 13548590 18.01%
19 14.145 2046 2050 2053 rVB 1907280 1695129 2.25%
20 14.374 2083 2089 2092 rBVY 3747909 4614521 6.13%
21 14.551 2112 2119 2121 rBvV2 1093987 2125178 2.82%
22 14.733 2144 2150 2155 rBV3 1734979 3084618 4_.10%
23 14.798 2155 2161 2165 rVB 2912115 4089820 5.44%
24 15.015 2192 2198 2203 rVB 3393050 4955014 6.59%
25 15.468 2269 2275 2277 rBV2 339249 756217 1.01%
26 15.492 2277 2279 2285 rVB 676858 768439 1.02%
Sum of corrected areas: 129270372

8270-BF040618.M Mon Apr 30 17:57:12 2018

1.111%
0.973%
1.345%

0.752%
1.272%
0.655%
0.696%
0.787%

0.583%
1.261%
58.201%
0.585%
0.919%

0.819%
0.657%
10.481%
1.311%
3.570%

1.644%
2.386%
3.164%
3.833%
0.585%

0.594%
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042718\
Data File : BF104889.D

Aca On : 27 Apr 2018 18:51

Operator : JU/SJ

Sample : J2522-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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: BF104889.D
7000000

6000000
5000000
4000000
3000000

2000000

1000000 5,00 5.43

NN

6.95

6.58

6.46

7.36

T e e e

T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00
Abundance TIC: BF104889.D

7000000
6000000
5000000
4000000
3000000
2000000 9.16
1000000 17
o

Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BF104889.D

7000000
6000000 14.00

5000000
14.37

14.8019.02

4000000

3000000

2000000t

12.00

12.50

13.00 13.50

o

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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18.00

18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042718\
Data File : BF104889.D

Aca On : 27 Apr 2018 18:51

Operator : JU/SJ

Sample : J2522-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 7

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

5.00 13.87 ng 1205680 1,4-Dichlorobenzene-d4 6.80
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-dimethv... 141 C7H11NO2 001116-98-9 32
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 495 (4.998 min): BF104889.D (-490) (-) m/z 43.00 100.00%
48
59
5000
101 S I U
51 | 7 83 460 4.80 5.00 5.20 5.40
O'”P'”P”'P”'M“'PAW'”W”'W””I””P'”P”'P”W'”W”'W m/z 59.10 65.15%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
5000 59 RS U L I
460 4.80 500 5.20 5.40
m/z 101.00 24 .16%
. 31 83 o3 10
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520 5.40
5000 M m/z 58.00 16.27%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4035: 2,3-Butanedione, monooxime e e
43 460 480 500 520 540

m/z 41.05 9.37%

5000
101
15 58
S - N7

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20 5.40

o

8270-BF040618.M Mon Apr 30 17:57:12 2018
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042718\
Data File : BF104889.D

Aca On : 27 Apr 2018 18:51

Operator : JU/SJ

Sample : J2522-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 unknown6.58 Concentration Rank 6

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

6.58 14.47 ng 1257590 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 1H-Indazole, 7-methyl- 132 C8H8N2 1000316-00-7 10

Abundance Scan 764 (6.581 min): BF104889.D (-760) (-) m/z 132.00 100.00%
132
5000 o8
96 AN AR SR
40 || 77 7 | 106 6.20 6.40 6.60 6.80 7.00
0777+#..” ol e m/z 68.05 36.71%
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
69
104
5000 AR S RS LS R
6.20 6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 33.00%
L B S L W WL S W
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 6.40 6.60 6.80 7.00
5000 67 m/z 65.95 23.33%
41 97
53
29 117
88 || 106
L B S UL WL W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 96.00 14 .54%
5000 98 116
ol L dor || ) s 189 e
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00

8270-BF040618.M Mon Apr 30 17:57:13 2018 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042718\
Data File : BF104889.D

Aca On : 27 Apr 2018 18:51

Operator : JU/SJ

Sample : J2522-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Phthalic acid, 8-chloroocty... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.12 18.80 ng 846255 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. 8-chlorooctvl eth... 340 C18H25CI04 1000356-85-6 90
2 Phthalic acid. ethvl 2-ethvlbutv... 278 C16H2204 1000356-88-7 83
3 Phthalic acid. cvclobutvl ethvl ... 248 C14H1604 1000315-41-1 83
4 Phthalic acid. 5-methvlhex-2-vl ... 292 C17H2404 1000371-09-3 83
5 Phthalic acid, ethyl pentyl ester 264 C15H2004 1000308-93-6 83
Abundance Scan 1536 (11.121 min): BF104889.D (-1532) (-) m/z 148.95 100.00%
149
5000
a5 76 105121 117 195 221736250 10.80 11.00 11.20 11.40
Ob e et e e e T m/z 177.05 14 .32%
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
149
5000 SRR UL UL RS
10.80 11.00 11.20 11.40
177 m/z 150.00 9.40%
JL20 8569 104121 195 305
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
149
10.80 11.00 11.20 11.40
5000 m/z 76.00 5.12%
177
195

ol27 43 69 84 104121
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #100550: Phthalic acid, cyclobutyl ethyl ester

149 10.80 11.00 11.20 11.40
m/z 105.00 5.07%
177
5000
ol 29 55 76 104121 ‘ | 195 N
A e R A RARARSaas o s BN A AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10.80 11.00 11.20 11.40

8270-BF040618 .M Mon Apr 30 17:57:14 2018 Page:



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042718\
Data File : BF104889.D

Aca On : 27 Apr 2018 18:51

Operator : JU/SJ

Sample : J2522-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Benzyl Benzoate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.17 20.00 ng 900155 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzvl Benzoate 212 C14H1202 000120-51-4 98
2 Benzoic acid. 4-methvlphenvl ester 212 C14H1202 000614-34-6 60
3 Methvl 2-(benzovloxv)ethanoate 194 C10H1004 1000326-74-4 53
4 Benzoic acid. 3-methvlphenvl ester 212 C14H1202 1000357-80-0 49
5 Benzoic acid, 2-methylphenyl ester 212 C14H1202 000617-02-7 49
Abundance Scan 1544 (11.169 min): BF104889.D (-1540) (-) m/z 105.00 100.00%
105
5000 o
77
165 90 22 T1ag 1100 1150 1140
39 167 ) . . .
Ob ol et 1115 130241082 17178 ] |1 sz 91.00 | 50.32%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
105
91
5000 UVARR ML SRS IS R
7 10.80 11.00 11.20 11.40
51 m/z 77.00 32.32%
39 65 167 194 212
oL 27 122133 152 182
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance
105
USRS RS
10.80 11.00 11.20 11.40
5000 77 m/z 50.95 13.51%
51 212
ol 27 39 65 91 115 128139 152 168
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #55733: Methyl 2-(benzoyloxy)ethanoate AT T
105 10.80 11.00 11.20 11.40
m/z 212.10 13.42%
5000 77
51 194
o 39 | 65 91 | 122135 149 163
miz-> 20 40 60 85 100 120 1&0 160 180 200 ' 10.80 11.00 11.20 1140

8270-BF040618 .M Mon Apr 30 17:57:14 2018 Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042718\
Data File : BF104889.D

Aca On : 27 Apr 2018 18:51

Operator : JU/SJ

Sample : J2522-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Benzyl butyl phthalate Concentration Rank 2

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

13.59 111.06 ng 75236100 Chrysene-di12 14.03

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzvl butvl phthalate 312 C19H2004 000085-68-7 94
2 Phthalic acid. 3-methvlbenzvl bu... 326 C20H2204 1000371-10-6 72
3 Phthalic acid. 3-bromobenzvl but... 390 C19H19Br0O4 1000371-05-3 59
4 Oxazolidine. 3-phenvl- 149 C9H11NO 020503-92-8 52
5 Phthalic acid, 1-(3-bromophenyl)... 446 C23H27Br04 1000377-88-0 50

m/z 149.00 100.00%

13.20 13.40 13.60 13.80 14.00
m/z 91.05 73.72%

13.20 13.40 13.60 13.80 14.00
m/z 206.10 24 .67%

Abundance Scan 1956 (13.592 min): BF104889.D (-1917) (-)
9
5000
o 238 267 299
m/z--> 50 100 150 200 250 300 350 400
Abundance
149
91
5000
206
41 65 123
178 238 312
ol b L L L e
m/z--> 50 100 150 200 250 300 350 400
Abundance
149
105
5000
206
7
oL18 41 127 178 252 326
T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #207324: Phthalic acid, 3-bromobenzyl butyl ester
149
5000
90 123 169 206
41
ol b g 4L 816 3%
m/z--> 50 100 150 200 250 300 350 400

8270-BF040618.M Mon Apr 30 17:57:15 2018

13.20 13.40 13.60 13.80 14.00
m/z 104.00 18.23%

13.20 13.40 13.60 13.80 14.00
m/z 65.05 16.42%

13.20 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042718\
Data File : BF104889.D

Aca On : 27 Apr 2018 18:51

Operator : JU/SJ

Sample : J2522-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 unknownl4.14 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.14 2.50 ng 1695130 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. isobutvl 2-methvl... 276 C16H2004 1000315-82-3 47
2 Phthalic acid. decvl 2-methvlall... 360 C22H3204 1000315-83-0 47
3 Phthalic acid. heptvl 2-methvlal... 318 C19H2604 1000315-82-7 47
4 Phthalic acid. isobutvl 3-methvl... 290 C17H2204 1000315-45-0 47
5 1,2-Benzenedicarboxylic acid, mo... 222 C12H1404 000131-70-4 43
Abundance Scan 2049 (14.139 min): BF104889.D (-2046) (-) m/z 91.00 100.00%
o 149
5000
57
311 108 113|2 167 104 216 2%Bogs 200 323 13.80 14.00 14.20 14.40
ol W L2 L || 167 194216 1| 265 290 828 | /7 149.00  87.18%
m/z--> 50 100 150 200 250 300 350
Abundance
149
5000
55 13.80 14.00 14.20 14.40
0
” L 104 132 202 m/z 150.00 40.10%
OIIII""I""""'2'21"I""""III
m/z--> 50 100 150 200 250 300 350
Abundance
149
13.80 14.00 14.20 14.40
5000 m/z 57.10 34.05%
55 132 202
0L2 85 104 174 221 251 290 360
m/z--> 50 100 150 200 250 300 350
Abundance #159709: Phthalic acid, heptyl 2-methylally! ester RS EE ey e
149 13.80 14.00 14.20 14.40
m/z 43.10 21.05%
5000
55 132 202
L2, 78 10 ) e | oo 2w 318 &.Nﬂ,,,~JQJ“UAXf
m/z--> 50 100 150 200 250 300 350 13.80 14.00 14.20 1440

8270-BF040618.M Mon Apr 30 17:57:15 2018
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEMI\BNA F\DATA\BF042718\
BF104889.D

27 Apr 2018 18:51

Ju/sJ

J2522-03

11 Sample Multiplier: 1

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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

Peak Number

7 Phthalic acid, 3-bromobenzy. ..

Concentration Rank 8

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

14.37 6.81 ng 4614520 Chrysene-di12 14.03

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. 3-bromobenzvl hep... 432 C22H25Br04 1000371-05-0 90
2 Phthalic acid. 4-bromobenzvl hex... 418 C21H23Br04 1000371-05-9 72
3 Phthalic acid. 3-methoxvbenzvl p... 356 C21H2405 1000377-97-8 64

4 Phthalic

5 1,2-Benzenedicarboxylic acid, di...

acid. 2-methvlallyl non... 346 C21H3004
250 C14H1804

1000315-82-9 59
000131-16-8 53

Abundance Scan 2088 (14.368 min): BF104889.D (-2083) (-) m/z 149.00 100.00%
149
91
5000
123 248
41 65 J 14.00 14.20 14.40 14.60
ol Lo b Ll 104219 | 202 85 m/z 91.05 64.93%
m/z--> 50 100 150 200 250 300 350 400
Abundance
149
5000
14.00 14.20 14.40 14.60
123 | 171 m/z 123.00 21.36%
57 90 248
29 316 432
o Sl PN N WS N RS S SN < A MU
m/z--> 50 100 150 200 250 300 350 400
Abundance
149
14.00 14.20 14.40 14.60
5000 m/z 150.00 15.56%
123
83 9 17 234
16 65 206 316 418
L S R e B o Bt
m/z--> 50 100 150 200 250 300 350 400
Abundance #187909: Phthalic acid, 3-methoxybenzyl pentyl ester
149 14.00 14.20 14.40 14.60
m/z 132.00 14 .66%
5000
121
220
Bos O || 1027 268 356
I A e L
m/z--> 50 100 150 200 250 300 350 400 14.00 14.20 14.40 14.60

8270-BF040618.

M Mon Apr 30 17:57:16 2018
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042718\
Data File : BF104889.D

Aca On : 27 Apr 2018 18:51

Operator : JU/SJ

Sample : J2522-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Phthalic acid, hept-3-yl no... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.55 3.14 ng 2125180 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. hept-3-vl nonvl e... 390 C24H3804 1000356-99-3 64
2 Phthalic acid. 3-methvlbutvl non... 362 C22H3404 1000356-81-0 64
3 Phthalic acid. nonvl pentadecvl ... 502 C32H5404 1000308-92-7 59
4 Phthalic acid. 2-Ffluorophenvl he... 484 C30H41FO4 1000356-50-1 59
5 Phthalic acid, 3-fluorophenyl he... 484 C30H41FO4 1000356-66-4 59
Abundance Scan 2119 (14.551 min): BF104889.D (-2112) (-) m/z 149.00 100.00%
149
5000
71
Tl =i 14.20 14.40 14.60 14.80
104 293 . . . .
I O A (76196 235 262 | 325 354 m/z 71.10 35.70%
m/z--> 50 100 150 200 250 300 350
Abundance
149
5000 AN BURIUR SUUL B

1420 14.40 14,60 14.80
m/z 57.10 28.59%

o2 5 76 98 123 | 168 275293
—— T T T T
m/z--> 50 100 150 200 250 300 350
Abundance
149
RN RS B
14.20 14.40 14.60 14.80
5000 m/z 43.10 25.78%
a3 1 237
0 104122 176 219 275293
—— T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #235537: Phthalic acid, nonyl pentadecy! ester R B R
149 14.20 14.40 14.60 14.80
m/z 127.10 18.47%
5000
43 69
0 2§ \M H NN 10\4123 ‘ A 211 27529\3 377
A -7 e A BARRREEEEE T
m/z--> 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80

8270-BF040618 .M Mon Apr 30 17:57:17 2018
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042718\
Data File : BF104889.D

Aca On : 27 Apr 2018 18:51

Operator : JU/SJ

Sample : J2522-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 unknownl14.73 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.73 4.55 ng 3084620 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. 2.5-dichlorophenv... 436 C23H26C1204 1000356-84-4 47
2 Phthalic acid. 2-fluorophenvl pe... 470 C29H39F04 1000356-50-2 47
3 Phthalic acid. nonvl 3.4.5-trich... 470 C23H25C1304 1000357-07-2 47
4 2-(Nonvloxvcarbonvl)benzoic acid 292 C17H2404 1000373-89-9 47
5 Phthalic acid, heptyl 2-methylal... 318 C19H2604 1000315-82-7 47
Abundance Scan 2149 (14.727 min): BF104889.D (-2144) (-) m/z 149.00 100.00%
149
91
5000
| 1440 10180 1480 1500
3 238-c( 276 : . : .
ol A 98] |67 10som 256270293 319 3w G 007 76, 18
m/z--> 50 100 150 200 250 300 350
Abundance
149
5000
14.40 14.60 14.80 15.00
m/z 150.00 39.78%
o BT 104 gy 202 230 275293
m/z--> 55 160 1%0 200 2éo 300 3%0
Abundance
149
14.40 14.60 14.80 15.00
5000 m/z 43.10 18.82%
57
oL29 85 112 a1 28 359
m/z--> 55 160 1%0 260 2%0 360 3%0
Abundance #231001: Phthalic acid, nonyl 3,4,5-trichloropheny! ester R AEmEEEE L
149 14.40 14.60 14.80 15.00
m/z 71.10 17.62%
5000
0 T T 0017 | 169 196 275 327
m/z--> 55 160 1%0 260 250 300 3%0 14M0 14%0 1480 1550 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042718\
Data File : BF104889.D

Aca On : 27 Apr 2018 18:51

Operator : JU/SJ

Sample : J2522-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Dibenzyl phthalate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.80 108.17 ng 4089820 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzvl phthalate 346 C22H1804 000523-31-9 91
2 Acetamide. N-(2-methviphenvI)- 149 C9H11NO 000120-66-1 53
3 Acetamide. N-methvIl-N-phenvl- 149 C9H11NO 000579-10-2 50
4 1.4-Dimethvl-pvridinium chloride 143 C7H10CIN 1000145-43-8 43
5 2-Carbamoyl-4,6-dimethylpyridine 150 C8H10N20 072693-02-8 35
Abundance Scan 2161 (14.798 min): BF104889.D (-2155) (-) m/z 91.05 100.00%
a1
149
5000
6 14.40 14.60 14.80 15.00 15.20
39 : : : : :
Ol 121 | 180 211 238256 282 307329 362 | .77 107.00  83.00%
m/z--> 50 100 150 200 250 300 350
Abundance
il
149
5000
14.40 14.60 14.80 15.00 15.20
65 m/z 149.00 71.53%
o 39 121 180 211 255 346
m/z--> 50 100 150 200 250 300 350
Abundance
107
14.40 14.60 14.80 15.00 15.20
5000 m/z 92.05 19.81%
149
43
77
0 15 130
L L L L UL L L L
m/z--> 50 100 150 200 250 300 350
Abundance #23628: Acetamide, N-methyl-N-phenyl-
107 14.40 14.60 14.80 15.00 15.20
m/z 65.00 17.99%
149
5000
0--------|----|--------|---------- ‘y—v—v—v—v—y—v—v—v—v—#ﬁ
m/z--> 100 150 200 250 300 14.40 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042718\
Data File : BF104889.D

Aca On : 27 Apr 2018 18:51

Operator : JU/SJ

Sample : J2522-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Phthalic acid, 2-fluorobenz... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

15.02 131.05 ng 4955010  Perylene-diz 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Phthalic acid. 2-fluorobenzvl he...
2 Phthalic acid. 3-chlorobenzvl no...
3 Phthalic acid. 3-bromobenzvl non...
4 Phthalic acid. 4-bromobenzvl non...
5 Phthalic acid, 2-fluorobenzyl he...

372 C22H25F04
416 C24H29C104
460 C24H29Bro04
460 C24H29Br04
358 C21H23F04

1000371-06-8 86
1000371-15-1 78
1000371-04-8 78
1000371-07-6 78
1000371-06-9 72

Abundance Scan 2199 (15.021 min): BF104889.D (-2192) (-) m/z 149.00 100.00%
149
91
5000
123 S A s
43 1 238 276 14.80 15.00 15.20 15.40
-0 W O S GO W /T A~ m/z 91.05 60.89%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
149
109
5000
14.80 15.00 15.20 15.40
- m/z 123.00 20.63%
57
o 20,7 % 183212 . 275 372
e e B B e e O
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
149
R e
14.80 15.00 15.20 15.40
5000 125 m/z 150.00 16.94%
43
276
ol 17 89 193 416
R e T e e B B o T o
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #229150: Phthalic acid, 3-bromobenzyl nonyl ester
149 14.80 15.00 15.20 15.40
m/z 132.00 15.38%
5000
123
276
o...“”67“‘ SINEE. SN ol S—
m/z--> 0 50 150 200 250 300 350 400 450 14.80 15.00 15.20 15.40
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z:\HPCHEMI1I\BNA_F\DATA\BF042718\
BF104889.D

27 Apr 2018 18:51

Ju/sJ

J2522-03

11 Sample Multiplier: 1

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name RT EstConc Units Response
2-Pentanone, 4-hy... 5.00 13.9 ng 1205680
unknown6 .58 6.58 14.5 ng 1257590
Phthalic acid, 8-... 11.12 18.8 ng 846255
Benzyl Benzoate 11.17 20.0 ng 900155
Benzyl butyl phth... 13.59 111.1 ng 75236100
unknownl4 .14 14.14 2.5 ng 1695130
Phthalic acid, 3-... 14.37 6.8 ng 4614520
Phthalic acid, he... 14.55 3.1 ng 2125180
unknown14 .73 14.73 4.5 ng 3084620
Dibenzyl phthalate 14.80 108.2 ng 4089820
Phthalic acid, 2-... 15.02 131.1 ng 4955010

8270-BF040618.

M Mon Apr 30 17:57:18 2018

|--Internal Standard---|
Resp Conc]|

|#

oo uuuh~bhPEPRE

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

RT

15.47
15.47

1738150
1738150
900155
900155
13548600
13548600
13548600
13548600
13548600
756217
756217
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