LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@51322\
Data File : BG@53556.D

Acqg On : 13 May 2022 23:39
Operator : CG/JU

Sample : N2829-01 5X

Misc :

ALS Vvial : 16 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\8270-BG050522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO53556.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.535 21 25 30 rVB 10126 14980 1.68% 0.098%
2 3.853 74 79 85 rBv 16083 28929 3.25% 0.189%
3 3.947 91 95 103 rBvV 21234 39190 4.40% 0.256%
4 5.656 380 386 395 rBV 67512 118557 13.31% 0.774%
5 7.254 647 658 671 rBv4 84235 298843 33.56% 1.951%
6 7.407 678 684 693 rBV2 36745 68592 7.70%  0.448%
7 7.495 693 699 708 rVB 34269 59259 6.65% ©0.387%
8 7.653 719 726 734 rBV2 49802 85708 9.62% 0.560%
9 7.976 775 781 788 rBV 58225 98005 11.01% 0.640%
10 8.082 792 799 8603 rBV 143222 258378 29.01% 1.687%
11 8.323 834 840 852 rBV2 56902 105634 11.86% 0.690%
12 8.440 852 860 867 rvB2 56301 99086 11.13% 0.647%
13 8.529 867 875 882 rBV 67522 118193 13.27% 0.772%
14 8.605 882 888 896 rVB2 33963 80939 9.09% 0.528%
15 8.887 925 936 937 rBV3 75687 206872 23.23% 1.351%
16 9.175 978 985 991 rBV 49300 84235 9.46% 0.550%
17 9.245 991 997 1001 rBV 51935 92297 10.36% 0.603%
18 9.286 1001 1004 1013 rVB 44796 82617 9.28% 0.539%
19 9.492 1033 1039 1047 rBV3 17015 28408 3.19% 0.185%
20 9.809 1085 1093 1100 rBV 70078 118714 13.33% 0.775%
21 10.009 1120 1127 1131 rBV2 39761 74246  8.34%  0.485%
22 10.062 1131 1136 1145 rVB 75318 129192 14.51% 0.844%
23 10.220 1156 1163 1164 rBvV2 7154 13922 1.56% 0.091%
24 10.291 1169 1175 1182 rVB 48818 86136 9.67% 0.562%
25 10.549 1213 1219 1228 rBV3 56712 108417 12.17% ©.708%

26 10.755 1248 1254 1263 rVB 68535 122209 13.72%
27 10.896 1271 1278 1283 rBV 191736 355909 39.97%
28 10.943 1283 1286 1295 rVB 81537 140762 15.81%

OO0 NO®
(o]
fary
O
R

29 11.055 1295 1305 1312 rBV2 35271 70851 7.96% 463%
30 11.231 1328 1335 1341 rVB 80796 130268 14.63% 851%
31 11.801 1425 1432 1443 rBV 33482 70378 7.90% 0.460%
32 12.177 1488 1496 1507 rBV 69752 118942 13.36% 0.777%
33 12.423 1532 1538 1545 rVB 23668 37346 4.19% 0.244%
34 12.541 1552 1558 1569 rVB 97880 172007 19.32% 1.123%
35 12.676 1575 1581 1588 rBV2 23655 45988 5.16% ©.300%

36 12.764 1588 1596 1603 rVB 102376 178574 20.05% 1.166%

8270-BGO50522.M Mon May 16 18:09:43 2022 Pag 1



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@51322\
Data File : BG@53556.D

Acqg On : 13 May 2022 23:39
Operator : CG/JU

Sample : N2829-01 5X

Misc :

ALS Vvial : 16 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\8270-BG050522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 12.911 1613 1621 1629 rVB3 96251 189412 21.27% 1.237%
38 13.152 1657 1662 1667 rBV2 76414 122831 13.79% 0.802%
39 13.234 1671 1676 1686 rVv2 65931 117877 13.24% 0.770%
40 13.328 1686 1692 1700 rVB 130971 206473 23.19% 1.348%
41 13.545 1722 1729 1733 rBV 125458 207442 23.29%  1.354%
42 13.586 1733 1736 1745 rVB 100145 158863 17.84% 1.037%
43 13.792 1761 1771 1778 rBv2 54592 98529 11.06% 0.643%
44 14.074 1814 1819 1826 rBV2 41947 67309 7.56% 0.439%
45 14.156 1826 1833 1839 rVV 98747 151055 16.96%  ©.986%
46 14.221 1839 1844 1849 rVwV 48036 76509 8.59% 0.500%
47 14.274 1849 1853 1860 rVB3 67942 108138 12.14% 0.706%
48 14.379 1864 1871 1875 rBV2 42454 65383 7.34% 0.427%
49 14.432 1875 1880 1886 rVB 114785 180018 20.22% 1.175%
50 14.614 1903 1911 1919 rBV 43865 80323 9.02% 0.524%
51 14.708 1919 1927 1933 rVV 307019 482237 54.15%  3.149%
52 14.773 1933 1938 1944 rVV 138136 203266 22.83% 1.327%
53 14.832 1944 1948 1957 rVV3 17451 36816 4.13% 0.240%
54 14.938 1960 1966 1973 rvVv 61647 128359 14.41% 0.838%
55 14.990 1973 1975 1982 rvv4 17217 31824 3.57% 0.208%
56 15.067 1984 1988 1991 rVV 69326 105850 11.89% 0.691%
57 15.108 1991 1995 2005 rVB 118039 194404 21.83% 1.269%
58 15.255 2014 2020 2028 rBV 65024 109405 12.29% 0.714%
59 15.337 2028 2034 2044 rVB2 71079 121449 13.64% 0.793%
60 15.513 2058 2064 2070 rBV 113985 167915 18.86% 1.096%
61 15.748 2097 2104 2115 rBV3 213020 473555 53.18%  3.092%
62 15.836 2115 2119 2124 rVB3 21936 35132 3.95% 0.229%
63 15.954 2134 2139 2146 rBV 143532 206169 23.15% 1.346%
64 16.036 2146 2153 2161 rVB 105882 163790 18.39% 1.069%
65 16.195 2171 2180 2188 rBV 91157 148691 16.70% 0.971%
66 16.635 2248 2255 2260 rBV 111514 161561 18.14%  1.055%
67 16.764 2270 2277 2283 rBV 109971 168999 18.98% 1.103%
68 16.900 2293 2300 2305 rBV 109065 157219 17.66% 1.027%
69 17.117 2331 2337 2345 rBV2 91539 164114 18.43% 1.072%
70 17.458 2388 2395 2398 rBV 354325 546761 61.40% 3.570%
71 17.499 2398 2402 2409 rVB 200575 293487 32.96% 1.916%
72 17.587 2411 2417 2424 rBV 153097 241356 27.10% 1.576%
73 17.857 2458 2463 2469 rVV 133600 205359 23.06%  1.341%
74 18.333 2538 2544 2549 rBV4 16612 29545  3.32% 0.193%
75 18.403 2549 2556 2561 rVV 150978 212776 23.89%  1.389%
76 18.527 2572 2577 2581 rVV3 18356 34443 3.87% 0.225%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@51322\
Data File : BG@53556.D

Acqg On : 13 May 2022 23:39
Operator : CG/JU

Sample : N2829-01 5X

Misc :

ALS Vvial : 16 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\8270-BG050522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 18.562 2581 2583 2588 rVV3 8453 11471 1.29% 0.075%
78 18.962 2646 2651 2657 rBV8 10254 17834 2.00% 0.116%
79 19.243 2693 2699 2703 rBV3 18013 32762 3.68% 0.214%
80 19.502 2738 2743 2750 rBV 245598 363515 40.82%  2.373%
81 19.684 2770 2774 2780 rVB 20617 36706 4.12%  0.240%
82 19.866 2795 2805 2812 rBV 252399 397202 44.60% 2.593%
83 20.054 2832 2837 2842 rVB 212605 274787 30.86% 1.794%
84 20.354 2885 2888 2893 rVB3 27139 32119 3.61% 0.210%
85 20.741 2949 2954 2959 rVB 146387 196680 22.09%  1.284%
86 20.806 2960 2965 2969 rVB 178406 209054 23.48%  1.365%
87 21.358 3055 3059 3064 rBV5 23436 34293 3.85% 0.224%
88 21.605 3096 3101 3110 rBvV2 172971 332912 37.38% 2.174%
89 21.734 3114 3123 3128 rVV2 377972 890502 100.00% 5.814%
90 21.781 3128 3131 3142 rVB 180409 276984 31.10% 1.809%
91 22.827 3304 3309 3315 rVB 122889 215053 24.15% 1.404%
92 23.972 3497 3504 3509 rBV 103613 257833 28.95% 1.683%
93 24.037 3510 3515 3522 rVB 116284 267723 30.06% 1.748%
94 24.859 3647 3655 3666 rVB 103632 290704 32.64%  1.898%
95 25.018 3673 3682 3693 rVB 198749 580267 65.16% 3.789%

Sum of corrected areas: 15315628

8270-BGO50522.M Mon May 16 18:09:43 2022 Pag 3



LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@51322\
Data File : BG@53556.D

Acqg On : 13 May 2022 23:39
Operator : CG/JU

Sample : N2829-01 5X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

400000

350000

300000

250000

200000

150000

100000

50000

o

TIC: BG053556.D\data.ms

10.896

8.082

1232155411

7.254 9.8b062 48.231 12, 177

5.656

: 65g9 Y
ﬁm K i 005 ; 492 jjg L 801 {

Time--> 350 4.00 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance

400000

350000

300000

250000

200000

15000013 328, 14 773 5.954

100000 152,

50000

TIC: BG053556.D\data.ms
21.734

17.458

14.708

19.5059 866

15.748 171499

[y
===

.587 18.403
17.857

15.1085 51
13/586 141561 5.5131; _%3?95161@9117

37 14278 14§
e
IV

o

Time-->
Abundance

400000

350000

300000

250000

200000

150000

100000

50000

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
TIC: BG053556.D\data.ms

25.018

A3

0

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 32.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@51322\
Data File : BG@53556.D

Acqg On : 13 May 2022 23:39
Operator : CG/JU

Sample : N2829-01 5X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 4-Chloroaniline, N-isopropy... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

12.423 21008 37346  Naphthalene-ds 16.896

Hit# of 5 Tentative ID MW MolForm CASH# Qual

-Chloroaniline, N-isopropylidene 167 C9H1OCIN 040938-43-0 53
mino-2-chlorobenzonitrile 152 C7H5CIN2 020925-27-3 43
m1nopyr1m1d1ne, N-trimethylsi... 167 C7H13N3Si 1000493-88-4 38
hloro-1H-indazole 152 C7H5CIN2 029110-74-5 38
hlorobenzimidazole 152 C7H5CIN2 004887-82-5 38

VA WNER
u‘lwm-b-b
nn>>n

Abundance Scan 1538 (12.423 min): BG053556.D\data.ms (-1532) (- m/z 152.15 100.00%

152.2
5000 111.1
75.2 o
39.1 M 1311 12.50
0 H“““M‘Nuuw“ MM‘WM‘J““MH‘H M“N“ m/z 111.05 38.71%
m/z--> 20 40 60 80 100 120 140 160
Abundance #42818: 4-Chloroaniline, N-isopropylidene
152.0
5000 111.0 A LA (\
12.50
75.0 m/z 154.05 28.96%
: h‘ T Y
\\\‘\\\\‘\\\\‘\\\ \\\\‘\\\\‘\\\\‘\\\‘\\\\
miz--> 20 40 100 120 140 160
Abundance #29758.4~Anﬂno€—chbrobenzonnnb
152.0
T ‘ T \A
12.50
5000 m/z 167.15 28.50%
630 990 1250
0‘““‘““m“ﬁ"1“”““‘J‘W‘H“"u,“u
miz--> 20 40 60 80 100 120 140 160 }\
Abundance #42554: 5-Aminopyrimidine, N-trimethylsilyl- L — A L
152.0 12.50
m/z 75.15 21.66%
5000
73.0
45.0 98.0
0 "W%ZQ‘1W‘wJ‘wiy““ﬂ““ﬁ%??““‘w;1QH — f
m/z--> 20 40 60 80 100 120 140 160 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@51322\
Data File : BG@53556.D

Acqg On : 13 May 2022 23:39
Operator : CG/JU

Sample : N2829-01 5X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 unknownl2.676 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.676 2.58 ng 45988 Naphthalene-d8 10.896
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Bromo-4-fluorobenzoyl chloride 236 C7H3BrClFO 000672-75-3 43
2 5-Bromonicotinic acid 201 C6H4BrNO2 020826-04-4 43
3 p-Toluic acid, .alpha.,.alpha.,.... 238 C8H5C1302 005264-40-4 38
4 4-Amino-5,7-dichlorobenzofurazan 203 C6H3C12N30 330982-41-7 38
5 5-Bromo-2,6-dimethyl-4-pyrimidin... 201 C6H8BrN3 007752-80-9 35

Abundance Scan 1581 (12.676 min): BG053556.D\data.ms (-1575) (- m/z 202.95 100.00%

202.9
5000
237.9 — o
61.0 96.0 131.1 ‘ 12.50 13.00
O‘H‘H‘wﬂh‘wwhmwWMW‘A‘NMM‘H‘H‘WH‘W‘M‘_‘AMH m/z 200.95 76.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #119001: 3-Bromo-4-fluorobenzoyl chloride
201.0
5000 940 b
—— —
173.0 12.50 13.00
68. 238.0 m/z 204.95 54.39%
.0 '
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #76992: 5-Bromonicotinic acid
201.0
T ‘ T /\\ ‘ T
12.50 13.00
5000 ITI/Z 237.95 19.45%
50.0 156.0
oo | o iowso || |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #121528: p-Toluic acid, .alpha.,.alpha.,.alpha.-trichloro- P —
208.0 12.50 13.00
m/z 61.05 13.66%
5000
45.0 123.0 175.0
Lm0, | oo | b
S TV YT =~ N 0 '
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@51322\
Data File : BG@53556.D

Acqg On : 13 May 2022 23:39
Operator : CG/JU

Sample : N2829-01 5X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Benzene, 1,3-dinitro- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.074 2.79 ng 67309  Acenaphthene-dio 14.708
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-dinitro- 168 C6HAN204 000099-65-0 97
2 Benzene, 1,4-dinitro- 168 C6H4AN204 000100-25-4 95
3 1H-Isoindole-1,3(2H)-dione, 2,2'... 306 C17H10ON204 033257-56-6 38
4 Phthalimidomethyl 3-methoxybenzoate 311 C17H13NO5 1000224-82-4 37
5 Bicyclo[4.2.0]octa-1,3,5-triene-... 132 C8H402 006383-11-5 36

Abundance Scan 1819 (14.074 min): BG053556.D\data.ms (-1814) (-  m/z 75.15 100.00%

75.2
168.1
5000 K
122.2 A ‘ ‘
38.0 H ‘ 14.00
334.
ool o I b TY m/z 76.15  82.55%
miz--> 50 100 150 200 250 300
Abundance #43797: Benzene, 1,3-dinitro-
50.0
5000 A S :
168.0 14.00
920 ' m/z 168.05 78.76%
0 L \H “‘ \“H \‘ T T \ L T \ L ’ T T T ’ T T T ’ T T T
miz-> 50 100 150 200 250 300
Abundance #43795: Benzene, 1,4-dinitro-
30.0
75.0 168.0 —
14.00
5000 m/Z 50.15 76.97%
122.0
o‘w“\“w‘H ——
miz-> 50 100 150 200 250 300 q
Abundance #206654: 1H-Isoindole-1,3(2H)-dione, 2,2'-methylenebis- AT R ‘
76.0 14.00
m/z 74.15 35.27%
5000
39.0 160.0 222.0 306.0
o m N E T O Y Ao

m/z--> 50 100 150 200 250 300 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@51322\
Data File : BG@53556.D

Acqg On : 13 May 2022 23:39
Operator : CG/JU

Sample : N2829-01 5X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Benzene, 1,4-dinitro- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

14.221 3.17 ng 76509  Acenaphthene-dile 14.708
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-dinitro- 168 C6HAN204 000099-65-0 95
2 Benzene, 1,4-dinitro- 168 C6H4AN204 000100-25-4 64
3 1H-Isoindole-1,3(2H)-dione, 2-(h... 177 C9H7NO3 000118-29-6 12
4 Benzene, 1,2-dinitro- 168 C6HAN204 000528-29-0 9

5 Methyl hydrogen phthalate 180 C9H804 004376-18-5 9

Abundance Scan 1844 (14.221 mln) BGO053556.D\data.ms (-1839) (- m/z 76.15 100.00%

g1 42 168.1
5000
122.2
14 00 14 50
(o] L R m/z 75.15 86.36%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #43799: Benzene, 1,3-dinitro-
30.0 500 76.0 168.0
5000
122.0 14.00 1450
m/z 168.85 82.77%
0 [Mf
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #43794: Benzene, 1,4-dinitro-
30.0
T ‘ T T ‘ T A\
50.0 75.0 168.0 14.00 14.50
5000 ITI/Z 50.15 79.46%
122.0
0 \H‘HH‘H‘MMH“MH ‘HH‘HH“HH‘HM‘H‘H‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52224: 1H-Isoindole-1,3(2H)-dione, 2-(hydroxymethyl)- A A N
76.0 14.00 14.50
147.0 m/z 92.15 38.70%
104.0
5000
50.0
0 26°M1760 ; ‘A\ Aﬂ T
m/z--> 20 40 60 80 100 120 140 160 180 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@51322\
Data File : BG@53556.D

Acqg On : 13 May 2022 23:39
Operator : CG/JU

Sample : N2829-01 5X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Benzene, 1,2-dinitro- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.380 2.71 ng 65383  Acenaphthene-di0 14.708
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-dinitro- 168 C6HAN204 000528-29-0 50
2 Benzene, 1,4-dinitro- 168 C6H4N204 000100-25-4 45
3 Benzene, 1,3-dinitro- 168 C6HAN204 000099-65-0 38
4 Propane, 1,2-dichloro- 112 C3H6C12 000078-87-5 10
5 Bicyclo[4.2.0]octa-1,3,5-triene-... 132 C8H402 006383-11-5 10

Abundance Scan 1871 (14.379 min): BG053556.D\data.ms (-1864) (-  m/z 50.15 100.00%

50.1
76.0
5000
T
‘ 9?2 1400 14.50
0 nl A m/z 63.15 97.21%
m/z--> 20 40 60 O 100 120 140 160
Abundance #43793: Benzene, 1,2-dinitro- Aﬂ AA
30.0
5000 50.0 14. 00 14.‘50
76.0 168.0 m/z 168.05 74.95%
0‘1‘2‘-9_‘:”“‘“‘“ o Jly RO 1220
miz--> 20 40 60 80 100 120 140 160
Abundance #43794: Benzene, 1,4-dinitro-
30.0
‘ . . ‘ . A‘ S
50.0 75.0 168.0 14.00 14.50
5000 m/z 64.15 59.34%
122.0
0\H\‘HH““M‘}H,“MH “9#‘0"H“‘HH‘H“‘H\H /\j\
m/z--> 20 40 60 80 100 120 140 160
Abundance #43797: Benzene, 1,3-dinitro-
50.0 1400 1450
m/z 76.00 52.94%
75.0
5000
168.0
H $ 122.0 ‘
0 }\‘LL\ il | 93.0 ‘ 1 —

m/z--> 20 40 60 80 100 120 140 160 1400 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@51322\
Data File : BG@53556.D

Acqg On : 13 May 2022 23:39
Operator : CG/JU

Sample : N2829-01 5X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Phenol, 2,3,5,6-tetrachloro- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.255 4.54 ng 109405  Acenaphthene-di10 14.708
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,3,5,6-tetrachloro- 230 C6H2C140 000935-95-5 99
2 Phenol, 2,3,4,6-tetrachloro- 230 C6H2C140 000058-90-2 98
3 Phenol, 2,3,4,5-tetrachloro- 230 C6H2C140 004901-51-3 96
4 4-Aminotetrachloropyridine 230 C5H2C14N2 002176-63-8 53
5 2,4,5,6-Tetrachloro-pyridin-3-yl... 230 C5H2C14N2 1000277-70-7 49

Abundance Scan 2020 (15.255 min): BG053556.D\data.ms (-2014) (- m/z 231.95 100.00%

231L.9
5000
. . ‘ ‘ Posars—

T
15.00 15.50

0 m/z 229.95 83.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #111916: Phenol, 2,3,5,6-tetrachloro-
232.0
5000 — sy
15.00 15.50
m/z 233.95 53.29%
0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #111918: Phenol, 2,3,4,6-tetrachloro-
232.0
e e
15.00 15.50
5000 ITI/Z 131.05 38.83%
0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #111915: Phenol, 2,3,4,5-tetrachloro- —— Ak

I
232.0 15.00 15.50

m/z 165.95  23.99%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@51322\
Data File : BG@53556.D

Acqg On : 13 May 2022 23:39
Operator : CG/JU

Sample : N2829-01 5X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Hexanedioic acid, dioctyl e... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.806 4.70 ng 209054  Chrysene-di12 21.734
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanedioic acid, dioctyl ester 370 C22H4204 000123-79-5 90
2 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204 000103-23-1 86
3 Hexanedioic acid, mono(2-ethylhe... 258 C14H2604 004337-65-9 53
4 Adipic acid, 2-ethylhexyl isohex... 342 C20H3804 1000324-48-3 50
5 Adipic acid, 2-ethylhexyl isobut... 314 C18H3404 1010324-48-0 50
Abundance Scan 2965 (20.806 min): BG053556.D\data.ms (-2960) (- m/z 129.15 100.00%
129.2
57.1
5000
.
241.2 : :
ol M‘m b #f? “‘ - ““‘1‘?5-2‘19?:2‘ 28313234 /7 57.15  63.51%
miz--> 50 100 150 200 250 300
Abundance #279246: Hexanedioic acid, dioctyl ester
129.0
57.0
5000 — S
20.50 21.00
m/z 55.15  44.18%
241.0
0 \“\ ‘\“‘“\ g \‘h‘\ "L \H\ 1 \“‘ T \19?9\ T \‘ T —— T T
miz--> 50 100 150 200 250 300
Abundance  #279372: Hexanedioic acid, bis(2-ethylhexyl) ester
129.0
P e
20.50 21.00
5000 m/z 70.15 39.80%
57.0
gl | g 20
ol LA BSPL (] 1990 8130
miz--> 50 100 150 200 250 300
Abundance #145543: Hexanedioic acid, mono(2-ethylhexyl)ester i P
129.0 20.50 21.00
m/z 71.15 36.98%
h 1 M\/\J\W
ol ﬂk‘ LS-}) 1990240 e
m/z--> 50 100 150 200 250 300 20.50 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@51322\
Data File : BG@53556.D

Acqg On : 13 May 2022 23:39
Operator : CG/JU

Sample : N2829-01 5X

Misc

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
4-Chloroaniline... 12.423 2.1 ng 37346 2 10.896 355909 20.0
unknownl2.676 12.676 2.6 ng 45988 2 10.896 355909 20.0
Benzene, 1,3-di... 14.074 2.8 ng 67309 3 14.708 482237 20.0
Benzene, 1,4-di... 14.221 3.2 ng 76509 3 14.708 482237 20.0
Benzene, 1,2-di... 14.380 2.7 ng 65383 3 14.708 482237 20.0
Phenol, 2,3,5,6... 15.255 4.5 ng 109405 3 14.708 482237 20.0
Hexanedioic aci... 20.806 4.7 ng 209054 5 21.734 890502 20.0
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