LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60322\
Data File : BM@35397.D

Acqg On : 03 Jun 2022 16:19

Operator : CG/JU

Sample : N3140-01 :

Misc : RCA-BACKFILL-MATERIAL

ALS Vvial : 12 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 M\Methods\8270-BM060222.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@35397.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.363 212 217 232 rBV 723565 982066 4.52% 0©.528%
2 4.969 314 320 327 rBV 1693666 2321588 10.69% 1.249%
3 5.440 394 400 416 rBV 266595 428248 1.97% 0.230%
4 6.398 558 563 566 rvW 385621 648152  2.98% 0.349%
5 6.434 566 569 584 rvwV 390346 682498 3.14% 0.367%
6 6.557 584 590 594 rVW 499763 792105 3.65% 0.426%
7 6.593 594 596 614 rVB 135200 238832 1.10% 0.128%
8 7.034 665 671 686 rVB 1272273 2141079 9.86% 1.152%
9 7.845 803 809 817 rVB 549738 877620 4.04% 0.472%
10 7.922 817 822 832 rBV 121575 226370 1.04% 0.122%
11 8.898 982 988 996 rVV 209730 401644 1.85% 0.216%
12 9.010 996 1007 1025 rVB 1518745 2905428 13.38% 1.563%
13 9.516 1086 1093 1100 rBV2 136462 405408 1.87% 0.218%
14 10.645 1278 1285 1300 rVB 740405 1295553 5.97% 0.697%
15 13.116 1697 1705 1716 rBV 3876255 5788726 26.66% 3.114%
16 14.486 1932 1938 1958 rVB 1094511 1692248 7.79% 0.910%
17 15.980 2186 2192 2198 rBV 134442 219774 1.01% 0.118%
18 17.233 2399 2405 2412 rBV 1319387 1894023 8.72% 1.019%
19 17.915 2516 2521 2527 rVB 214802 256282 1.18% 0.138%
20 18.139 2554 2559 2567 rBV 324840 489396  2.25% 0.263%
21 19.086 2715 2720 2724 rVB 569864 644036  2.97%  0.346%
22 19.221 2739 2743 2748 rBV 180272 225123 1.04% 0.121%
23 19.415 2773 2776 2787 rBV 203088 326027 1.50% 0.175%
24 19.862 2846 2852 2863 rBV 6712299 8161560 37.58% 4.391%
25 20.421 2944 2947 2952 rVB 278506 362459 1.67% 0.195%

26 20.492 2955 2959 2962 rVV 613090 698114  3.21%
27 20.533 2962 2966 2967 rVV 596220 757802 3.49%
28 20.562 2967 2971 2974 rVV 7546085 9448921 43.51%
29 20.592 2974 2976 2979 rVV 2297191 2346748 10.81%
30 20.633 2979 2983 2988 rVV 2171951 3653210 16.82%
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[
[¢]
w
R

31 20.692 2988 2993 2998 rVV 2624655 3590772 16.53%
32 20.745 2998 3002 3005 rVV 1241429 1645080 7.58%
33 20.786 3005 3009 3010 rVV 1348616 1851800  8.53%
34 20.809 3010 3013 3015 rVV 2194582 2761856 12.72%
35 20.850 3015 3020 3024 rVV 4069195 6918371 31.86%

wWkRkROoOOoR
O
O
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36 20.909 3024 3030 3033 rVV 6845977 9444641 43.49% 5.081%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60322\
Data File : BM@35397.D

Acqg On : 03 Jun 2022 16:19

Operator : CG/JU

Sample : N3140-01 :

Misc : RCA-BACKFILL-MATERIAL

ALS Vvial : 12 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 M\Methods\8270-BM060222.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 20.950 3033 3037 3041 rVV 9659470 15848908 72.98%  8.526%
38 21.009 3041 3047 3050 rVV 12510317 21716723 100.00% 11.683%
39 21.050 3050 3054 3059 rVV 12136456 18847899 86.79% 10.140%
40 21.103 3059 3063 3066 rVV 8127926 10169207 46.83% 5.471%

41 21.139 3066 3069 3072 rVV 5273628 6421426 29.57%  3.455%
42 21.174 3072 3075 3080 rVV 5466848 8529339 39.28% 4.589%
43 21.233 3080 3085 3089 rVB 6340046 8364770 38.52%  4.500%
44 21.274 3089 3092 3097 rBV 1630351 1809868 8.33% 0.974%
45 21.339 3098 3103 3110 rBV 3795714 5470023 25.19%  2.943%
46 21.397 3110 3113 3114 rVWW 669932 641164  2.95%  0.345%
47 21.421 3114 3117 3126 rVB 1639725 2417631 11.13% 1.301%
48 21.574 3140 3143 3146 rBV 425373 465498 2.14%  ©.250%
49 22.027 3217 3220 3224 rBV 479103 667063 3.07% 0.359%
50 22.180 3242 3246 3248 rBV 1105043 1585033 7.30% ©.853%
51 22.215 3248 3252 3255 rVV 1348353 2090073 9.62% 1.124%
52 22.386 3278 3281 3284 rBV 704899 837114 3.85% 0.450%

53 23.786 3514 3519 3530 rVB2 1217958 2474368 11.39% 1.331%

Sum of corrected areas: 185879667
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60322\

Data File : BM@35397.D

Acqg On : 03 Jun 2022 16:19

Operator : CG/JU

Sample : N3140-01 :

Misc RCA-BACKFILL-MATERIAL

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060222.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BM035397.D\data.ms

1.2e+07
1le+07
8000000
6000000
4000000

2000000 4.969

7.034

5.440 fﬁf\%]g ﬂ

4.363 77/8\632

O\\\‘\\\\‘\\\\’\\\\‘

9.010

10.645

8.@% 9.516

500 550 6.00 650 7.00 750 8.00
TIC: BM035397.D\data.ms

Time--> 350 4.00 450

Abundance

1.2e+07

1e+07

8000000

6000000

4000000 13.116

2000000
14.486

15.980

8.50

17.233

9.00 950 10.00 10.50 11.00 11.50

20.51

17.9865139

Y | e

Time-->
Abundance

1.2e+07

le+07

8000000

6000000

4000000

12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
TIC: BM035397.D\data.ms

Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60322\
Data File : BM@35397.D

Acqg On : 03 Jun 2022 16:19

Operator : CG/JU

Sample : N3140-01 :

Misc : RCA-BACKFILL-MATERIAL

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060222.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 3-Penten-2-one, 4-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
4.363 22.38 ng 982066 1,4-Dichlorobenzene-d4 7.845

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 95
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 90
4 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 86
5 2-Pentene, 4,4-dimethyl-, (Z)- 98 C7H14 000762-63-0 80
Abundance Scan 217 (4.363 min): BM035397.D\data.ms (-212) (-) m/z 83.05 100.00%

83.0
5000
43.0

‘ 4.00 4.20 4.40 4.60
0l ‘W‘Nu‘ A S0 2900 2808 m/z s55.85  83.78%

115 0 207.0 280.¢
miz--> 50 100 150 200 250
Abundance #3653: 3-Penten-2-one, 4-methyl-
83.0

5000 A eI R
430 4.00 4.20 4.40 4.60

m/z 98.10 37.63%

T T H‘ ‘ T T ‘\ I T “ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 100 150 200 250
Abundance #3553: 3-Hexen-2-one

400420440460

o

98.0
15.0
0 M\‘ . - — — e
miz--> 50 100 150 200 250
Abundance #3817 2-Pentene, 3,4-dimethyl-, (E)- E  AEARERERREE S
83.0 4.00 4.20 4.40 4.60

m/z 39.00 26.38%

41.0
5000
u‘ Al \\H H\ i

m/z--> 100 150 200 250 4.00 4.20 4.40 4.60

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60322\
Data File : BM@35397.D

Acqg On : 03 Jun 2022 16:19

Operator : CG/JU

Sample : N3140-01 :

Misc : RCA-BACKFILL-MATERIAL

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060222.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
4.969 52.91 ng 2321590 1,4-Dichlorobenzene-d4 7.845
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17

4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 320 (4.969 min): BM035397.D\data.ms (-314) (-) m/z 43.00 100.00%

43.0
5000
101.1

4.60 4.80 5.00 5.20

o‘HwHH\‘M“‘1“‘?99,‘m_Hw“1“"'7‘1‘_”‘19‘3‘9“” m/z 59.85 59.89%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LI AL B L L L LB B I
4.60 4.80 5.00 5.20
101.0 m/z 101.10 24.48%
O\\\\‘\\‘\\“h\\\‘}“\7\3\-\9‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
P
4.60 4.80 5.00 5.20
5000 ITI z 57.95 14.76%
| 126.0
Ol e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4529: 2,3-Butanedione, monooxime T
43.0 4.60 4.80 5.00 5.20

m/z 41.05 9.36%

5000
101.0
15.0
0 ‘ il 1l ‘690

m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60322\
Data File : BM@35397.D

Acqg On : 03 Jun 2022 16:19

Operator : CG/JU

Sample : N3140-01 :

Misc : RCA-BACKFILL-MATERIAL

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060222.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 1-Heptene, 3-methyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
6.398 14.77 ng 648152 1,4-Dichlorobenzene-d4 7.845

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptene, 3-methyl- 112 C8H16 004810-09-7 78
2 Acetic acid, nonyl ester 186 C11H2202 000143-13-5 64
3 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 64
4 Cyclopropane, 1-hexyl-2-propyl-,... 168 C12H24 074630-58-3 64
5 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 56
Abundance Scan 563 (6.398 min): BM035397.D\data.ms (-558) (-) m/z 55.10 100.00%
553.1
- M
83'1 ‘\\\\‘\\\\‘\\\\‘\\\\’\\
‘ ‘ 6.00 6.20 6.40 6.60 6.80
Ol L L1928 2211 s 5619 79.49%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #7539: 1-Heptene, 3-methyl-
53.0
5000 [T T T[T T T[T T[T TT T
29.0 6.00 6.20 6.40 6.60 6.80
m/z 41.10 60.69%
83.0
0 \‘\H\‘\}\\i‘\\‘\mﬂ‘\‘i‘\\‘H\H‘]-\]\.iz\.’()\\\\‘\\H‘\\\\’\\\\‘\H\‘\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #60719: Acetic acid, nonyl ester
43.0
RERERREELE
6.00 6.20 6.40 6.60 6.80
5000 70.0 m/z 70.05 60.18%
98.0
o) [ 114 2
0 "‘H\"1‘“‘1”“‘_‘”“””‘”” T ‘m_m,uwmwu
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #3820: Cyclopentane, 1,3-dimethyl-, cis- R ARRARRREE S
56.0 6.00 6.20 6.40 6.60 6.80
m/z 43.10 59.85%
5000
27.
0 83.0
0 T R R R
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60322\
Data File : BM@35397.D

Acqg On : 03 Jun 2022 16:19

Operator : CG/JU

Sample : N3140-01 :

Misc : RCA-BACKFILL-MATERIAL

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 4 2-Octene, 3,7-dimethyl-, (Z)- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
6.434  15.55 ng 682498 1,4-Dichlorobenzene-d4 7.845
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Octene, 3,7-dimethyl-, (Z)- 140 C1oH20 006874-32-4 64
2 Cyclobutane, 2-ethyl-1-methyl-3-... 140 C10H20 061233-72-5 64
3 Cyclopentane, 1,1,3,3-tetramethyl- 126 C9H18 050876-33-0 59
4 1-Butanol, 2-ethyl- 102 C6H140 000097-95-0 59
5 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 002613-69-6 59
Abundance Scan 569 (6.434 min): BM035397.D\data.ms (-566) (-) m/z 70.10 100.00%
70.1
43.1
5000
R
‘ ‘ ‘ 98.0 c 6.20 6.40 6.60 6.80
bl 1980 2208, 43.10 83.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #20724: 2-Octene, 3,7-dimethyl-, (2)-
70.0
41.0
5000 L LRI B LA N R
6.20 6.40 6.60 6.80
140.0 m/z 55.10 79.84%
| 111.0
O' \\“\\\\‘\\‘\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #20769: Cyclobutane, 2-ethyl-1-methyl-3-propyl-
70.0
R RN R
6.20 6.40 6.60 6.80
5000 m/z 69.10 60.84%
41.0
98.0
0 "w“\““,‘L‘w‘mwwHu"mW‘1““9;9WH_MWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13280: Cyclopentane, 1,1,3,3-tetramethyl- R R R
70.0 6.20 6.40 6.60 6.80
410 1110 m/z 41.05 45.61%
5000
m/z--> 20 40 60 80 100 120 140 160 180 200 220 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60322\
Data File : BM@35397.D

Acqg On : 03 Jun 2022 16:19

Operator : CG/JU

Sample : N3140-01 :

Misc : RCA-BACKFILL-MATERIAL

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060222.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 1-Hexanol, 4-methyl-, (S)- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
6.557 18.05 ng 792105 1,4-Dichlorobenzene-d4 7.845

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 4-methyl-, (S)- 116 C7H160 001767-46-0 78
2 1-Hexanol, 4-methyl- 116 C7H160 000818-49-5 72
3 Furan, 2,3-dihydro- 70 C4H60 001191-99-7 59
4 Methacrolein 70 C4H60 000078-85-3 43
5 (E)-1,3-Butadien-1-0l 70 C4H60 070411-98-2 37
Abundance Scan 590 (6.557 min): BM035397.D\data.ms (-584) (-) m/z 70.05 100.00%
7Q.0
w M J\
390 L L LI B LN B
‘ 6.20 6.40 6.60 6.80

ol 12210 28L0 u/; 69,05 98.24%

miz--> 50 100 150 200 250

Abundance #9533: 1-Hexanol, 4-methyl-, (S)-

70.0 A/\
5000 L L LN BRI BN B
6.20 6.40 6.60 6.80
29.0 m/z 41.00  89.24%
‘ ‘ 115.0
O T T \‘ \ ‘ \ ‘ \“\ “ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 100 150 200 250
Abundance #9480: 1-Hexanol, 4-methyl-
7Q.0
R R RN SRR
6.20 6.40 6.60 6.80
50001 59 o m/z 55.05 45.57%
miz--> 50 100 150 200 250 L
Abundance #623: Furan, 2,3-dihydro- R ARAEEEEE L
70.0 6.20 6.40 6.60 6.80
m/z 56.10 35.99%
39,0
5000
ol T — — — e e
m/z--> 50 100 150 200 250 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60322\
Data File : BM@35397.D

Acqg On : 03 Jun 2022 16:19

Operator : CG/JU

Sample : N3140-01 :

Misc : RCA-BACKFILL-MATERIAL

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060222.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 1,2-Benzenedicarboxylic aci... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

20.633  30.22 ng 3653210 Chrysene-d12 21.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Benzenedicarboxylic acid, di... 362 C22H3404 003648-21-3 72
2 Phthalic acid, heptyl 2-methylpe... 348 C21H3204 1000356-91-2 72
3 Phthalic acid, octyl propyl ester 320 C19H2804 1000309-10-8 64
4 Phthalic acid, hex-3-yl isobutyl... 306 C18H2604 1000356-95-4 64
5 Phthalic acid, hept-4-yl isobuty... 320 C19H2804 1000356-78-3 64

Abundance Scan 2983 (20.633 min): BM035397.D\data.ms (-2979) (-  m/z 149.00 100.00%

149.0
5000
57.1
i —
’ 265.1 20.50 21.00
ol gk 112070 [7°319.2 3822 4622 4/, 5716 32.58%
mlz--> 50 100 150 200 250 300 350 400 450 500
Abundance #271909: 1,2-Benzenedicarboxylic acid, dineptyl ester
149.0
5000 —— —
20.50 21.00
m/z 43.10 14.86%
?71_0 265.0
O\‘\\“‘\‘\‘\\“\\\\\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #257899: Phthalic acid, heptyl 2-methylpent-3-yl ester
149.0
edd —
20.50 21.00
5000 m/z 99.10  11.46%
57J'0 265.0
L
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #224618: Phthalic acid, octyl propyl ester ey ——
149.0 20.50 21.00
m/z 41.00 10.56%
) J&WMM
209.0
ol 0930 | 26103200
R Ao P ——
m/z--> 50 100 150 200 250 300 350 400 450 500 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60322\
Data File : BM@35397.D

Acqg On : 03 Jun 2022 16:19

Operator : CG/JU

Sample : N3140-01 :

Misc : RCA-BACKFILL-MATERIAL

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060222.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 Phthalic acid, heptyl 2-met... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
20.692  29.70 ng 3590770  Chrysene-d12 21.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Benzenedicarboxylic acid, di... 362 C22H3404 003648-21-3 80
2 Phthalic acid, heptyl 2-methylpe... 348 C21H3204 1000356-91-2 78
3 Phthalic acid, 2,2-dichloroethyl... 416 C21H30C1204 1000356-93-2 64
4 Phthalic acid, heptyl 3-methylbu... 334 C20H3004 1010356-80-8 64
5 Phthalic acid, 2,4-dimethylpent-... 320 C19H2804 1000356-84-3 64

Abundance Scan 2993 (20.692 min): BM035397.D\data.ms (-2988) (-  m/z 149.00 100.00%

149.0
50001 s57.1
A —r
’ 265.1 20.50 21.00
O ki | 12070 [ 32013821 4753535 . 57 19 42.01%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #271910: 1,2-Benzenedicarboxylic acid, dineptyl ester
149.0
5000 o —
20.50 21.00
m/z 99.10  16.24%
57.0
0 [ 26\5'0 362.0
\\\‘\\\\‘\f\\ \\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #257899: Phthalic acid, heptyl 2-methylpent-3-yl ester
149.0
—haey —r
20.50 21.00
5000 m/z 41.10 12.58%
57J'0 265.0
L L
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #311224: Phthalic acid, 2,2-dichloroethyl undecyl ester = ——
149.0 20.50 21.00
m/z 43.10 12.26%
5000
43.0 245.0
m/z--> 50 100 150 200 250 300 350 400 450 500 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60322\
Data File : BM@35397.D

Acqg On : 03 Jun 2022 16:19

Operator : CG/JU

Sample : N3140-01 :

Misc : RCA-BACKFILL-MATERIAL

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060222.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 8 1,2-Benzenedicarboxylic aci... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
20.745 13.61 ng 1645080 Chrysene-d12 21.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Benzenedicarboxylic acid, bi... 278 C16H2204 000084-69-5 70
2 Di-sec-butyl phthalate 278 C16H2204 1000373-65-4 64
3 Phthalic acid, cyclohexyl 2-pent... 318 C19H2604 1000315-55-3 64
4 Phthalic acid, heptyl hex-3-yl e... 348 C21H3204 1000356-95-8 64
5 Phthalic acid, 2-ethylhexyl pent... 348 C21H3204 1000309-01-3 59
Abundance Scan 3002 (20.745 min): BM035397.D\data.ms (-2998) (-  m/z 149.00 100.00%
149.0
5000{ 57.1 MM\MW
P R
” ‘ \ 265.1 20.50 21.00
ol 1 12070 | 3191 3852 4762 ./, s57.10  45.58%
mlz--> 50 100 150 200 250 300 350 400 450 500
Abundance #170897: 1,2-Benzenedicarboxylic acid, bis(2-methylprof
149.0
5000 e —
20.50 21.00
57.0 223.0 m/z 99.10 17.39%
O \\\‘“\‘\J\\"‘\\\\ \\\\W‘M\\‘l\\‘2\?\9\.(‘)\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #170763: Di-sec-butyl phthalate
149.0
P e
20.50 21.00
5000 m/z 167.00 16.58%
780, || 223050
R T B e R SRR AR R AR
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #222245: Phthalic acid, cyclohexyl 2-pentyl ester e —
149.0 20.50 21.00
m/z 43.10 16.47%
5000
m/z--> 50 100 150 200 250 300 350 400 450 500 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60322\
Data File : BM@35397.D

Acqg On : 03 Jun 2022 16:19

Operator : CG/JU

Sample : N3140-01 :

Misc : RCA-BACKFILL-MATERIAL

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060222.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 9 Phthalic acid, 2,2-dimethyl... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

20.786 15.32 ng 1851800  Chrysene-d12 21.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, 2,2-dimethylpent-... 460 C29H4804 1000415-53-7 86
2 Di-sec-butyl phthalate 278 C16H2204 1000373-65-4 81
3 Phthalic acid, 2-ethylbutyl hept... 348 C21H3204 1000356-89-2 80
4 1,2-Benzenedicarboxylic acid, di... 362 C22H3404 003648-21-3 72
5 Phthalic acid, 3,3-dimethylbut-2... 306 C18H2604 1000357-00-1 72

Abundance Scan 3009 (20.786 min): BM035397.D\data.ms (-3005) (-  m/z 149.00 100.00%
149.0

=

5000
57.1
e ; ;
l 265.1 20.50 21.00
O b | 1207.0 (17 355.1417.0477.3 549. ., 57,19 32.20%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #329168: Phthalic acid, 2,2-dimethylpent-3-yl tetradecy! €
149.0
5000 e —
20.50 21.00
57.0 m/z 43.10 13.64%
O\\\WKI‘J\\\MW\A“\\‘\\ \L\\‘\\\\2‘6\5\.\0\‘\?ﬁ?'\g\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #170763: Di-sec-butyl phthalate
149.0
. —r
20.50 21.00
5000 ITI/Z 99.10 10.91%
76.0 223-0
Ot bt b e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #257825: Phthalic acid, 2-ethylbutyl heptyl ester ‘

A0 ‘ ‘
149.0 20.50 21.00
m/z 41.00 10.52%

°

5000

43.0
il 20

= \ \
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00

e

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60322\
Data File : BM@35397.D

Acqg On : 03 Jun 2022 16:19

Operator : CG/JU

Sample : N3140-01 :

Misc : RCA-BACKFILL-MATERIAL

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060222.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 11 Diisoheptyl phthalate Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.851 57.23 ng 6918370  Chrysene-d12 21.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diisoheptyl phthalate 362 C22H3404 090937-19-2 80
2 Phthalic acid, 2-ethylbutyl hept... 348 C21H3204 1000356-89-2 80
3 Phthalic acid, heptyl 2-methylpe... 348 C21H3204 1000356-91-2 72
4 1,2-Benzenedicarboxylic acid, di... 362 C22H3404 003648-21-3 72
5 Phthalic acid, cyclohexyl neopen... 318 C19H2604 1000315-54-2 72

Abundance Scan 3020 (20.850 min): BM035397.D\data.ms (-3015) (-  m/z 149.00 100.00%

149.0
5000 571
e ——
‘ 265.1 20.50 21.00
obolibbicdi o [ 12070717 3551 4253 4973 1075 10 41.13%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #271757: Diisoheptyl phthalate
149.0
265.0
5000 L —
570 20.50 21.00
m/z 99.10 14.95%
O\‘\Wn“\ul\‘\“l\\\\\L\\‘\\\\l‘\\\\‘\\\:\3‘6\?\.9\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #257825: Phthalic acid, 2-ethylbutyl heptyl ester
149.0
= ——
20.50 21.00
5000 m/z 43.10 13.20%
43“) | ‘ 265.0
L
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #257899: Phthalic acid, heptyl 2-methylpent-3-yl ester o ——
149.0 20.50 21.00
m/z 41.05 12.16%
5000
5\'7{0 265.0
O i e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60322\
Data File : BM@35397.D

Acqg On : 03 Jun 2022 16:19

Operator : CG/JU

Sample : N3140-01 :

Misc : RCA-BACKFILL-MATERIAL

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060222.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 12 Phthalic acid, 2-ethylbutyl... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

20.909 78.13 ng 9444640  Chrysene-d12 21.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diisoheptyl phthalate 362 C22H3404 090937-19-2 81
2 Phthalic acid, 2-ethylbutyl hept... 348 C21H3204 1000356-89-2 80
3 Phthalic acid, di(hept-2-yl) ester 362 C22H3404 1000356-98-3 80
4 1,2-Benzenedicarboxylic acid, di... 362 C22H3404 003648-21-3 80
5 Phthalic acid, heptyl 2-methylbu... 334 C20H3004 1010322-81-5 64

Abundance Scan 3030 (20.909 min): BM035397.D\data.ms (-3024) (-  m/z 149.00 100.00%

149.0
5000
57.1
—
l \ 265.1 ‘ 21.00
bk b 112070 | 362.2419.2 4833 849. ., 5719  36.96%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #271757: Diisoheptyl phthalate
149.0
265.0
5000 L
570 21.00
m/z 99.10 14.28%
™ w20
O\‘\\‘\\‘\l\‘l\\\\\\\\‘\\\\l‘\\\\‘\\\\‘\l\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #257825: Phthalic acid, 2-ethylbutyl heptyl ester
149.0
—
21.00
5000 m/z 43.10 12.68%
43"0 265.0
) O
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #271772: Phthalic acid, di(hept-2-yl) ester e
149.0 21.00
m/z 41.05 10.77%
5000
57.0 265.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60322\
Data File : BM@35397.D

Acqg On : 03 Jun 2022 16:19

Operator : CG/JU

Sample : N3140-01 :

Misc : RCA-BACKFILL-MATERIAL

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060222.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 13 Phthalic acid, di(hept-2-yl... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.951 131.11 ng 15848900  Chrysene-d12 21.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, di(hept-2-yl) ester 362 C22H3404 1000356-98-3 80
2 1,2-Benzenedicarboxylic acid, di... 362 C22H3404 003648-21-3 80
3 Phthalic acid, hept-4-yl isohexy... 348 C21H3204 1000356-78-6 59
4 Phthalic acid, propyl nonyl ester 334 C20H3004 1000309-06-4 59
5 Phthalic acid, 8-bromoctyl isobu... 412 C20H29Bro04 1000382-55-3 59
Abundance Scan 3037 (20.950 min): BM035397.D\data.ms (-3033) (-  m/z 149.00 100.00%
149.0
5000
57.1
——
l l 265.1 ‘ 21.00
b kb 11,2080 | 34714083 488.4549. ./, 57.10  35.25%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #271772: Phthalic acid, di(hept-2-yl) ester
149.0
5000 T
21.00
m/z 99.10 13.72%
57|-° 265.0
0 \‘HU‘I\VH“l\r‘H \1\\‘\\\\‘\\\\\‘\\\\‘H\\‘\\\\‘\H\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #271910: 1,2-Benzenedicarboxylic acid, diheptyl ester
149.0
—
21.00
5000 m/z 43.10 13.66%
57.0
N 29 3620
e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #257797: Phthalic acid, hept-4-yl isohexyl ester ——
149.0 21.00
m/z 41.05 10.20%
5000
85.0 2510
02‘7"?"“"“"““”‘ "m_m“‘.uwuu_m_m_m‘mw —r
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60322\
Data File : BM@35397.D

Acqg On : 03 Jun 2022 16:19

Operator : CG/JU

Sample : N3140-01 :

Misc : RCA-BACKFILL-MATERIAL

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060222.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 14 Phthalic acid, 5-ethyl-1,3-... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.009 179.65 ng 21716700  Chrysene-d12 21.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diisoheptyl phthalate 362 C22H3404 090937-19-2 87
2 Phthalic acid, 5-ethyl-1,3-dioxa... 392 C22H3206 1000415-48-3 86
3 1,2-Benzenedicarboxylic acid, di... 362 C22H3404 003648-21-3 86
4 Phthalic acid, heptyl 4-methylhe... 376 C23H3604 1000377-94-2 72
5 Phthalic acid, heptyl undecyl ester‘ 418 C26H4204 1010308-94-0 72
Abundance Scan 3047 (21.009 min): BM035397.D\data.ms (-3041) (-  m/z 149.00 100.00%
149.0
N T
‘ 265.1 21.00
oL i r 12070 | 333.23902  477.2535. ./, 5716  38.86%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #271758: Diisoheptyl phthalate
149.0
57.0
5000 — ‘
21.00
m/z 99.10 15.25%
265.0
0 g ‘ 208.0 | 362.0
\\\‘\f\\]\\f\ \\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #296819: Phthalic acid, 5-ethyl-1,3-dioxan-5-yl heptyl est
149.0
T 7 T
21.00
5000 m/z 41.10 11.45%
41.0 265.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #271910: 1,2-Benzenedicarboxylic acid, diheptyl ester — ‘
149.0 21.00
m/z 265.10 10.91%
5000
57.0
0 \" ey I 2\6"501 3?20\ SRAARSRERA
m/z--> 50 100 150 200 250 300 350 400 450 500 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60322\
Data File : BM@35397.D

Acqg On : 03 Jun 2022 16:19

Operator : CG/JU

Sample : N3140-01 :

Misc : RCA-BACKFILL-MATERIAL

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060222.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 15 Phthalic acid, 5-methylhex-... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.051 155.92 ng 18847900  Chrysene-di12 21.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Benzenedicarboxylic acid, di... 362 C22H3404 003648-21-3 86
2 Phthalic acid, 5-methylhex-2-yl ... 362 C22H3404 1000371-08-7 80
3 Phthalic acid, heptyl hept-3-yl ... 362 C22H3404 1000356-99-1 80
4 Phthalic acid, heptyl octyl ester 376 C23H3604 088216-58-4 80
5 Phthalic acid, butyl 2-ethylbuty... 306 C18H2604 1000356-89-0 59

Abundance Scan 3054 (21.050 min): BM035397.D\data.ms (-3050) (-  m/z 149.00 100.00%

149.0
5000
57.1
T T
265.1 21.00
ol kbl f,2081 | 8623 4632563 ./, 57.19  32.17%
mlz--> 50 100 150 200 250 300 350 400 450 500
Abundance #271910: 1,2-Benzenedicarboxylic acid, dineptyl ester
149.0
5000 ——
21.00
m/z 99.10 12.06%
57.0
0 L 26'\5'0 362.0
\\\\‘\\\\‘\\\\ \\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #271901: Phthalic acid, 5-methylhex-2-yl heptyl ester
149.0
T T
21.00
5000 ITI/Z 265.10 11.17%
57.0 265.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #271792: Phthalic acid, heptyl hept-3-yl ester P ;
149.0 21.00
m/z 150.00 10.37%
5000
57.0 265.0
0 Hm‘“‘lmm‘wm e — —
m/z--> 50 100 150 200 250 300 350 400 450 500 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60322\
Data File : BM@35397.D

Acqg On : 03 Jun 2022 16:19

Operator : CG/JU

Sample : N3140-01 :

Misc : RCA-BACKFILL-MATERIAL

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060222.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 16 Phthalic acid, heptyl 6-met... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.103 84.13 ng 10169200  Chrysene-d12 21.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Benzenedicarboxylic acid, di... 362 C22H3404 003648-21-3 80
2 Phthalic acid, heptyl 6-methylhe... 376 C23H3604 1000377-96-1 72
3 Phthalic acid, octyl tridec-2-yn... 456 C29H4404 1000315-44-1 59
4 Phthalic acid, pentyl 2-pentyl e... 306 C18H2604 1000315-47-7 58
5 Phthalic acid, 2-methylpent-3-yl... 320 C19H2804 1000356-90-9 53
Abundance Scan 3063 (21.103 min): BM035397.D\data.ms (-3059) (-  m/z 149.00 100.00%
149.0
R e
‘ 265.1 ‘ 21.00 21.50
obrkbdid 12070 | 33313022 4891549, .. 5716 se.02%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #271910: 1,2-Benzenedicarboxylic acid, dineptyl ester
149.0
5000 — —
21.00 21.50
m/z 99.10 14.25%
57.0
o %9 3620
\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #284845: Phthalic acid, heptyl 6-methylhept-2-yl ester
149.0
P =
21.00 21.50
5000 m/z 41.05 12.87%
571-0 265.0
O bbbt b e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #327856: Phthalic acid, octyl tridec-2-yn-1-yl ester —— —
149.0 21.00 21.50
m/z 265.10 10.83%
5000
57.0
T AP SN — — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60322\
Data File : BM@35397.D

Acqg On : 03 Jun 2022 16:19

Operator : CG/JU

Sample : N3140-01 :

Misc : RCA-BACKFILL-MATERIAL

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060222.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 17 Phthalic acid, heptyl undec... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.139 53.12 ng 6421430  Chrysene-d12 21.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, heptyl undecyl ester 418 C26H4204 1010308-94-0 86
2 1,2-Benzenedicarboxylic acid, di... 362 C22H3404 003648-21-3 86
3 Phthalic acid, 2-ethylbutyl hept... 348 C21H3204 1000356-89-2 86
4 Phthalic acid, di(hept-2-yl) ester 362 C22H3404 1000356-98-3 80
5 Phthalic acid, 5-methylhex-2-yl ... 502 C32H5404 1000371-07-7 80

Abundance Scan 3069 (21.139 min): BM035397.D\data.ms (-3066) (-  m/z 149.00 100.00%

149.0
5000
57.1 — S
‘ 265.1 21.00 21.50
0 “M bk 2040 1T 369.242634823  m/z 57.10  20.91%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #312492: Phthalic acid, heptyl undecyl ester
149.0
5000 — e
21.00 21.50
m/z 43.10 12.84%
0+ Tﬂg. L \ 265032':"0
\\\‘\\1\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #271910: 1,2-Benzenedicarboxylic acid, diheptyl ester
149.0
—r —
21.00 21.50
5000 ITI/Z 150.00 9.57%
57.0
N S s OO T N
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #257825: Phthalic acid, 2-ethylbutyl heptyl ester e =
149.0 21.00 21.50
m/z 41.10 9.10%
5000
4?? | ! 2650
0t e e e e — —
m/z--> 50 100 150 200 250 300 350 400 450 500 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60322\
Data File : BM@35397.D

Acqg On : 03 Jun 2022 16:19

Operator : CG/JU

Sample : N3140-01 :

Misc : RCA-BACKFILL-MATERIAL

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060222.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 18 Phthalic acid, 6-ethyl-3-oc... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.174 70.56 ng 8529340  Chrysene-d12 21.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, di(hept-2-yl) ester 362 C22H3404 1000356-98-3 87
2 1,2-Benzenedicarboxylic acid, di... 362 C22H3404 003648-21-3 87
3 Phthalic acid, 6-ethyl-3-octyl h... 404 C25H4004 1000315-17-7 86
4 Phthalic acid, heptyl 3-methylbu... 334 C20H3004 1010356-80-8 80
5 Phthalic acid, di(hept-4-yl) ester 362 C22H3404 1000356-80-0 72
Abundance Scan 3075 (21.174 min): BM035397.D\data.ms (-3072) (-  m/z 149.00 100.00%
149.0
57.1 — s
265.1 21.00 21.50
O b A980 1 362.1424.3381.4 9491 yyz 57.18 17.90%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #271772: Phthalic acid, di(hept-2-yl) ester
149.0
5000 — o
21.00 21.50
m/z 150.00 9.76%
57|-° 265.0
0 \‘WTU‘I\V\\“‘\!‘\\ \1\\‘\\\\‘\‘H\‘\\\\‘\\H‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #271910: 1,2-Benzenedicarboxylic acid, diheptyl ester
149.0
—— =
21.00 21.50
5000 m/z 43.10 7.85%
57.0
O S G N
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #304974: Phthalic acid, 6-ethyl-3-octyl heptyl ester —— —
149.0 21.00 21.50
m/z 41.00 7.13%
5000
57.0 265.0 404.0
O it e e — s
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60322\
Data File : BM@35397.D

Acqg On : 03 Jun 2022 16:19

Operator : CG/JU

Sample : N3140-01 :

Misc : RCA-BACKFILL-MATERIAL

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060222.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 19 Phthalic acid, heptyl hept-... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.233 69.20 ng 8364770  Chrysene-d12 21.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Benzenedicarboxylic acid, di... 362 C22H3404 003648-21-3 87
2 Phthalic acid, di(hept-2-yl) ester 362 C22H3404 1000356-98-3 86
3 Phthalic acid, heptyl hept-2-yl ... 362 C22H3404 1000356-97-4 86
4 Phthalic acid, heptyl hept-3-yl ... 362 C22H3404 1000356-99-1 86
5 Phthalic acid, heptyl tridec-2-y... 442 C28H4204 1000315-44-0 72
Abundance Scan 3085 (21.233 min): BM035397.D\data.ms (-3080) (-  m/z 149.00 100.00%
149.0
57.1 T R
265.1 ‘ 21.00 21.50
bt 2970 | 820.2 3891 4782535 p/z 57.10  18.15%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #271909: 1,2-Benzenedicarboxylic acid, dineptyl ester
149.0
5000 —r— s
21.00 21.50
m/z 150.00 9.70%
‘571'0 265.0
O\‘\\l“\i‘\\“\!\\\\\\‘\\\\‘\l\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #271772: Phthalic acid, di(hept-2-yl) ester
149.0
e S
21.00 21.50
5000 m/z 265.10 7.78%
?71-0 265.0
O et e e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #271794: Phthalic acid, heptyl hept-2-yl ester —— ——
149.0 21.00 21.50
m/z 41.05 7.73%
5000
57.0 265.0
Om"‘lum"umHu‘mu“\uwm“HH,HHWH,HH‘ — s
m/z--> 50 100 150 200 250 300 350 400 450 500 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60322\
Data File : BM@35397.D

Acqg On : 03 Jun 2022 16:19

Operator : CG/JU

Sample : N3140-01 :

Misc : RCA-BACKFILL-MATERIAL

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060222.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 20 Phthalic acid, dodecyl octy... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
21.274 14.97 ng 1809870  Chrysene-di12 21.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Benzenedicarboxylic acid, di... 362 C22H3404 003648-21-3 64
2 Phthalic acid, heptyl undecyl ester 418 C26H4204 1010308-94-0 64
3 Phthalic acid, dodecyl octyl ester 446 C28H4604 1010308-91-7 64
4 Phthalic acid, 5-methylhex-2-yl ... 502 C32H5404 1000371-07-7 64
5 1,2-Benzenedicarboxylic acid, de... 418 C26H4204 000119-07-3 64

Abundance Scan 3092 (21.274 min): BM035397.D\data.ms (-3089) (-  m/z 149.00 100.00%

149.0
5000y 57.1
— =
279.1 21.00 21.50
ob bbby, 1,2081 M0 385344035052 .0 710 45.76%
mlz--> 50 100 150 200 250 300 350 400 450 500
Abundance #271909: 1,2-Benzenedicarboxylic acid, dineptyl ester
149.0
5000 — —
21.00 21.50
m/z 41.05 13.69%
57.0 265.0
0\‘\\“‘“\{‘\\“\\\\\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #312492: Phthalic acid, heptyl undecyl ester
149.0
— —
21.00 21.50
5000 m/z 55.10  10.50%
e 265.0321.0
1P Y TV SR s —
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #324479: Phthalic acid, dodecyl octyl ester — —
149.0 21.00 21.50
m/z 99.10 10.19%
5000
43.0
| 279.0335.0
0 JJ‘LWMWM“"u“_“‘_‘k“u‘u‘u““u“‘u““u —— —
m/z--> 50 100 150 200 250 300 350 400 450 500 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60322\
Data File : BM@35397.D

Acqg On : 03 Jun 2022 16:19

Operator : CG/JU

Sample : N3140-01 :

Misc : RCA-BACKFILL-MATERIAL

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060222.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|
3-Penten-2-one,... 4.363 22.4 ng 982066 1 7.845 877620 20.0
2-Pentanone, 4-... 4.969 52.9 ng 2321590 1 7.845 877620 20.0
1-Heptene, 3-me... 6.398 14.8 ng 648152 1 7.845 877620 20.0
2-Octene, 3,7-d... 6.434 15.6 ng 682498 1 7.845 877620 20.0
1-Hexanol, 4-me... 6.557 18.1 ng 792105 1 7.845 877620 20.0
1,2-Benzenedica... 20.633 30.2 ng 3653210 5 21.421 2417630 20.0
Phthalic acid, ... 20.692 29.7 ng 3590770 5 21.421 2417630 20.0
1,2-Benzenedica... 20.745 13.6 ng 1645080 5 21.421 2417630 20.0
Phthalic acid, ... 20.786 15.3 ng 1851800 5 21.421 2417630 20.0
Diisoheptyl pht... 20.851 57.2 ng 6918370 5 21.421 2417630 20.0
Phthalic acid, ... 20.909 78.1 ng 9444640 5 21.421 2417630 20.0
Phthalic acid, ... 20.951 131.1 ng 15848900 5 21.421 2417630 20.0
Phthalic acid, ... 21.009 179.7 ng 21716700 5 21.421 2417630 20.0
Phthalic acid, ... 21.051 155.9 ng 18847900 5 21.421 2417630 20.0
Phthalic acid, ... 21.103 84.1 ng 10169200 5 21.421 2417630 20.0
Phthalic acid, ... 21.139 53.1 ng 6421430 5 21.421 2417630 20.0
Phthalic acid, ... 21.174 70.6 ng 8529340 5 21.421 2417630 20.0
Phthalic acid, ... 21.233 69.2 ng 8364770 5 21.421 2417630 20.0
Phthalic acid, ... 21.274 15.0 ng 1809870 5 21.421 2417630 20.0
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